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Table S2. GC x GC peak areas of 390 volatile compounds putatively identified in 8 roasted ground capsule-coffee powders and respective espresso brews, using HS-SPME/GC x GC-ToFMS.

Powder

Brew

Peak
no.

Compound

Dec

Sup

Dec

1

Aliphatics

Acetic acid
Propanoic acid
Butanoic acid

Isovaleric acid

1.35x10°

7.14x107

4.27x10°

1.25x108

9.47x10%

6.02x107

4.50x10°

3.60x10°

1.07x10°

9.17x107

7.42x10°

4.11x108

1.43x10°

4.15x107

5.96x10°

4.40x108

1.10x10°

1.25x10%

1.31x107

4.19x108

1.08x10°

2.68x107

7.72x10°

4.43x108

1.18x10°

2.90x10”

6.96x10°

3.98x10°

8.69x108

5.04x107

5.90x10°

3.76x10°

2.82x108

4.73x10°

4.59x10*

5.34x10°

2.38x108

1.32x10°

4.59x10*

1.71x107

1.37x10%

1.32x10°

1.07x10°

1.80x107

4.90x107

1.32x10°

4.59x10*

3.81x10°

2.55x108

9.86x10°

4.59x10*

1.56x107

2.71x10%

2.05x10°

4.59x10*

1.38x107

1.93x108

2.23x10°

4.59x10*

6.02x10°

9.90x10”

1.32x10°

4.59x10*

7.71x10°

Aliphatics
5 2-Methyl-1-propanol 4.95x10° 6.61x10° 1.60x10° 4.55x10° 1.80x10° 1.44x10° 7.85x10° 4.81x10° 3.83x10° 4.95x10° 3.69x10° 3.44x10° 5.35x10° 3.77x10° 3.23x10° 1.50x10°
6 3-Buten-1-ol 1.60x10° 1.30x10° 1.65x10° 8.81 x10° 1.60x10° 1.48x6 1.25x10° 1.17x10° n.d. n.d. n.d. n.d. n.d. n.d. n.d. n.d.
7 3-Methyl-3-buten-1-ol 8.77x10° 1.27x107 1.64x107 1.26x107 6.67x10° 2.48x107 1.72x107 6.80x10° 9.49x10° 8.06x10° 5.09x10° 1.85x10° 8.01x10° 1.05x107 6.78x10° 1.75x10°
8 2-Methyl-1-butanol 2.10 x10° 1.49x107 2.46x107 1.71x107 2.34x10° 1.95x107 8.09x10° 3.28x10° 4.24x10° 7.99x10° 6.15x10° 3.47x10° 1.00x107 1.09x107 6.64x10° 2.85x10°
9 1-Pentanol 3.33x10° 2.40x10° 2.91x10° 2.17x10° 2.99x10° 5.22x10° 4.63x10° 2.01x10° 1.40x10° 2.43x10° 1.36x10° 6.25x10° 5.11x10° 5.17x10° 2.90x10° 6.72x10°
10 3-Methyl-2-buten-1-ol 3.29x10° 6.58x10° 7.74x10° 6.01x10° 3.75x10° 7.85x10° 1.00x107 3.55x10° 3.08x10° 4.13x10° 2.32x10° 1.20x10° 3.76x10° 4.63x10° 4.07x10° 9.92x10°
11 2-Hexanol 2.69x10° 6.51x10° 5.68x10° 6.45 x10° 2.32x10° 3.57x10° 1.55x10° 3.46x10° 4.60x10° 1.31x10° 5.51x10° 3.02x10° 8.88x10° 5.26x10° 1.90x10° 2.93x10°
12 2-Heptanol 1.33x107 3.03x107 2.54x107 2.84x107 1.44x107 1.66x107 8.67x10° 2.18x107 2.12x107 6.91x107 3.42x107 2.06x107 5.00x107 3.22x107 1.04x107 2.16x107
13 1-Octen-3-ol 1.12x107 1.61x107 8.38x10° 1.47x107 1.27x107 1.10x107 1.49x107 5.65x10° 1.27x107 2.35x107 1.58x107 7.29x10° 2.66x107 1.72x107 1.11x107 7.92x10°
14 2-Ethyl-1-hexanol 1.46x10° 1.65x10° 1.92x10° 1.90x10° 4.04x10° 1.44x10° 1.43x10° 1.69x10° 1.66x10° 1.35x10° 1.65%10° 1.17x10° 8.88x10° 8.71 x10° 5.62 x10° 5.68 x10°
15 1-Octanol 6.00x10° 8.53x10° 6.04x10° 1.15x10° 1.10x10° 1.07x10° 7.09 x10° 1.12x10° 1.23x10° 2.32x10° 1.38x10° 8.71 x10° 1.67x10° 2.32x10° 1.19x10° 5.97x10°
Aromatics
16 2-Phenylethanol 8.60x10° 1.74 x107 2.23x107 3.05x107 2.34 x107 2.03x107 1.71x107 2.53x107 3.57x10° 9.46x10° 5.10x10° 1.31x10° 6.42x10° 6.75x10° 1.63x10° 2.12x10°

Aliphatics

17

Acetaldehyde

1.81x107

1.49x107

1.46x107

2.50x107

1.54x107

1.99x107

1.18x107

1.05x107

1.30x107

1.14x107

3.01x10°

6.85x10°

1.23x107

1.23x107

8.83x10°

5.40x10°



18 2-Methylpropanal 1.31x107 1.41x107 1.44x107 1.39x107 5.04x10° 2.03x107 1.41x107 7.68x10° 1.27x10% 5.35x107 4.95x107 4.11x107 4.34x107 6.20x107 4.48x107 2.52x107

19 2-Butenal 5.88x10° 4.38x10° 4.58x10° 8.14x10° 1.60x10° 4.80x10° 3.85x10° 5.88x10° 7.39x10° 4.95x10° 3.55x10° 3.43x10° 5.70x10° 5.97x10° 3.05x10° 2.41x10°
20 3-Methylbutanal 7.30x107 5.07x107 5.26x107 5.09x107 1.70x107 1.60x108 6.43x107 4.03x107 3.76x108 3.97x108 2.32x108 2.00x108 3.01x108 2.61x108 1.99x108 1.61x10%
21 2-Methyl-2-butenal 8.70x10° 1.12x107 1.40x107 7.70x10° 3.04x10° 1.46x107 9.45x10° 4.84x10° 3.01x107 2.84x107 1.52x107 9.34x10° 2.63x107 2.92x107 1.65x107 7.06x10°
22 2-Pentenal 2.22x10° 1.00x10° 1.19x10° 2.10x10° 5.44x10° 1.14x10° 1.14x10° 1.08x10° 4.10x10° 3.21x10° 1.29x10° 1.38x10°¢ 3.53x10° 3.23x10° 2.15x10° 1.31x10°
23 Hexanal 7.67x107 3.81x107 3.89x107 3.37x107 3.02x107 4.97x107 5.29x107 4.83x107 1.24x108 8.84x107 6.44x107 3.21x107 1.19x10° 8.93x107 6.28x107 4.84x107
24 4-Methyl-3-pentenal 5.42x10° 5.09x10° 5.73x10° 4.36x10° 1.53x10° 5.58x10° 3.54x10° 3.18x10° 3.60x106 3.06x10° 1.51x10° 1.09x109 3.10x10° 3.18x10° 1.52x10° 8.67x10°
25 2-Methyl-2-hexenal 6.28x10° 7.24x10° 7.80x10° 5.18x10° 7.57x10° 5.77x10° 3.95x10° 4.40x10° 1.14x107 1.76x107 9.93x10° 6.39x10° 1.23x107 1.40x107 6.82x10° 5.42x10°
26 2,4-Hexadienal 2.54x10° 3.42x106 3.72x106 3.14x10¢ 1.50x10° 3.85x10° 3.54x10° 1.91x10° 1.38x10° 1.71x10° 8.19x10° 3.45x10° 1.52x109 1.67x10° 1.09x10° 2.99x10°
27 4-Methylhexanal n.d. n.d. n.d. n.d. n.d. n.d. n.d. n.d. 9.93x10° 1.60x10° 4.07x10° 3.97x10° 7.19x10° 7.59x10° 3.52x10° 3.19x10°
28 Heptanal 1.48x107 8.52x10° 9.20x10° 1.19x107 8.77x10° 1.40x107 1.55x107 1.10x107 1.87x107 1.51x107 3.82x107 6.19x10° 2.59x107 2.31x107 1.44x107 6.64x10°
29 2-Heptenal 2.31x107 1.01x107 1.20x107 1.40x107 1.34x107 1.21x107 1.81x107 1.64x107 1.58x107 1.32x107 1.66x107 3.67x10° 2.65x107 2.12x107 1.39x107 7.79x10°
30 Octanal 5.58x10° 4.43x10° 4.16x10° 4.41x10° 5.77x10° 4.00x10° 4.76x10° 4.66x10° 6.17x10° 4.59x10° 4.29x10° 3.29x10° 5.29x10° 5.50x10° 3.05%10° 2.94x10°
31 2,4-Heptadienal 2.53x10° 1.74x10° 1.98x10° 2.68x10° 2.10x10° 1.95x10° 3.95x10° 1.51x10° 3.36x10° 4.76x10° 2.62x10° 9.42x10° 4.09x10° 4.10x10° 2.74x10° 1.06x10°
32 2-Octenal 1.27x107 3.23x10¢ 7.03x106 1.32x107 1.22x107 7.63x10° 1.18x107 1.15x107 1.34x107 9.32x10¢ 9.99x10¢ 2.83x10° 1.41x107 1.05x107 7.21x10° 4.63x10°
33 Nonanal 2.86x107 2.08x107 2.39x107 2.33x107 3.14x107 1.82x107 1.94x107 2.58x107 3.31x107 2.24x107 1.67x107 1.31x107 2.20x107 1.94x107 1.29x107 9.68x10°
34 2-Nonenal 9.95x10° 8.66x10° 5.93x10° 7.45x10° 1.19x107 7.44x10° 9.64x10° 1.09x107 1.68x107 1.31x107 8.59x10° 5.25x10° 1.29x107 1.11x107 6.79x10° 4.18x10°
35 Decanal 3.59x10° 7.33x10° 9.81x10° 7.93x10° 7.16x10° 7.37x10° 4.67x10° 4.25x10° 9.25x10° 1.05x107 7.38x10° 7.78x10° 8.89x10° 7.78x10° 4.62x10° 3.40x10°
36 Undecanal 1.02x10° 2.41x10° 2.07x10° 6.60x10* 2.22x10° 4.96x10° 1.92x10° 2.81x10° 1.71x10° 2.27x10° 1.12x10° 7.00x10° 1.48x10° 1.29x10° 5.20x10° 7.06x10°
37 Dodecanal 2.10x10° 2.24x10° 1.88x10° 4.65x10* 3.83x10° 2.12x10° 1.83x10° 2.71x10° 2.24x10° 3.12x10° 2.11x10° 4.98x10° 2.18x10° 2.12x10° 1.61x10° 1.45x10°
Aromatics
38 Benzaldehyde 9.15x10” 8.80x107 7.98x107 7.90x107 7.87x107 8.58x107 7.86x107 7.51x107 1.37x108 1.30x10° 7.90x10” 3.60x107 1.09x10° 1.01x10% 6.52x107 4.04x107
39 Benzeneacetaldehyde 9.98x10° 1.41x107 1.21x107 1.27x107 1.11x107 7.87x10° 1.07x107 7.72x10° 8.23x107 7.15x107 3.86x107 1.93x107 6.68x107 6.37x107 3.84x107 1.90x107
40 2-Hydroxybenzaldehyde 1.24x10° 1.17x10° 1.39x10° 1.30x10° 1.71x100 1.51x10° 1.75x10° 1.11x10° 2.59x10° 2.91x10° 1.56x10° 6.01x10° 2.48x10° 2.36x10° 1.65x10° 5.24x10°
41 2-Methylbenzaldehyde 8.38x10° 9.11x10° 9.82x10° 9.47x10° 8.05x10° 9.53x10° 1.05x107 7.70x10° 2.27x107 1.92x107 1.02x107 4.44x10° 1.69x107 1.61x107 1.03x107 4.19x10°
42 2-Phenyl-2-butenal 1.19x107 9.76x10° 1.06x107 1.48x107 1.03x107 9.57x10° 9.57x10° 1.01x107 1.42x107 1.30x107 6.72x10° 3.16x10° 1.16x107 8.75x10° 5.52x10° 3.08x10°

Aliphatics




43

44

45

46

47

48

49

50

51

52

53

54

55

56

57

58

59

60

61

62

63

64

65

66

67

68

69

70

71

Methyl acetate
Methyl propenoate
Methyl propanoate

Methyl glycolate
Methyl 2-methylpropenoate
Methyl butanoate
Methyl 2-butenoate
Methyl 2-methylbutanoate
Methyl 3-methylbutanoate
3-Methylbutyl formate
Butyl acetate
Methyl pentanoate
Methyl 3-methyl-2-butenoate
Ethyl 3-methylbutanoate
Isoamyl acetate
Methyl 3-methylpentanoate
3-Methyl-3-butenyl acetate
Methyl 4-methylpentanoate
Pentyl acetate
Methyl hexanoate
Ethyl tiglate
3-Methyl-2-butenyl acetate

Hexyl formate
Ethylidene acetate

Methyl 4-methyl-2-oxopentanoate
Butyl 2-methyl-2-propenoate
Hexyl acetate
Isobutyl 3-methyl-2-butenoate

Methyl octanoate

2.19x107

n.d.

3.16x10°

2.02x10°

2.82x10°

3.80x10°

1.55x10°

3.51x10°

1.22x10°8

2.02x10°

3.62x10°

9.80x10*

1.30x10°

1.95x10°

9.06x10°

4.43x10°

4.18x10°

1.29x10°

2.07x10°

5.99x10°

1.18x10°

6.83x10°

9.67x10*

5.06x10°

1.58x10°

1.77x107

2.61x10°

7.93x10°

7.63x10*

1.77x107

n.d.

5.75x10°

3.04x10°

7.85x10°

4.35x10°

3.43x10°

5.58x10°

6.21x10°

9.75x10°

2.22x10°

1.36x10°

3.99x10°

1.98x10°

2.87x10°

6.46x10°

3.45x10°

4.95x10°

6.14x10°

9.92x10°

3.33x10°

1.17x107

1.08x10°

6.86x10°

2.46x10°

4.61x10°

1.04x10°

1.96x10°

5.20x10°

1.37x107

n.d.

9.46x10°

3.01x10°

6.13x10°

8.77x10°

3.21x10°

7.00x10°

6.94x10°

1.57x10°

6.96x10°

1.89x10°

3.66x10°

1.61x10°

3.98x10°

6.58x10°

3.92x10°

2.90x10°

6.61x10°

1.01x10°

2.64x10°

1.45x107

1.80x10°

6.77x10°

2.28x10°

9.71x10°

1.89x10°

1.40x10°

2.13x10°

2.15x107

n.d.

1.96x10°

2.72x10°

8.13x10°

2.90x10°

1.79x10°

4.67x10°

3.40x10°

7.73x10°

3.79x10°

9.70x10*

3.37x10°

1.20x10°

3.22x10°

4.29x10°

3.08x10°

5.54x10°

4.72x10°

1.13x10°

3.83x10°

9.83x10°

1.09x10°

6.78x10°

2.13x10°

1.31x107

1.39x10°

2.39x10°

1.83x10°

7.61x10°

n.d.

2.77x10°

3.07x10°

1.53x10°

1.25x10°

6.70x10°

1.43x10°

2.88x10°

4.24x10°

1.16x10°

5.06x10*

8.27x10°

6.26x10°

1.41x108

2.99x10°

1.47x10°

9.41x10*

5.03x10°

1.60x10°

8.69x10°

5.69x10°

1.40x10°

3.40x10°

1.29x10°

1.74x107

2.84x10°

1.33x10°

1.00x10°

2.32x107

n.d.

1.50x10°

3.23x10°

1.49x10°

4.31x10°

4.33x10°

8.78x10°

6.32x10°

1.67x10°

3.24x10°

1.18x10°

2.32x10°

6.91x10°

4.17x10°

2.81x10°

5.27x10°

2.88x10°

1.54x10°

1.54x10°

7.88x10°

1.80x10”

5.03x10°

6.87x10°

2.40x10°

1.76x107

5.86x10°

1.32x10°

2.12x10°

1.31x107

n.d.

8.91x10°

3.36x10°

1.92x10°

3.73x10°

2.07x10°

4.31x10°

3.27x10°

9.95x10°

1.45x10°

1.86x10°

1.56x10°

7.15x10°

3.20x10°

3.46x10°

3.89x10°

3.22x10°

1.26x10°

1.08x10°

2.71x10°

1.94x107

3.79x10°

5.60x10°

1.88x10°

6.74x10°

4.88x10°

1.45x10°

3.27x10°

2.38x107

n.d.

9.22x10°

1.86x10°

2.07x10°

1.69x10°

1.23x10°

2.03x10°

1.40x10°

1.28x10°

1.74x10°

7.61x10*

2.05x10°

8.83x10°

2.06x10°

3.33x10°

2.00x10°

2.12x10°

3.32x10°

6.42x10°

3.17x10°

6.57x10°

8.59x10°

4.97x10°

2.05x10°

1.22x107

1.10x10°

3.73x10°

1.84x10°

3.73x107

4.00x10°

5.77x10°

4.80x10*

4.97x10°

3.07x10°

3.92x10°

9.80x10°

9.57x10°

1.26x10°

7.40x10°

3.40x10°

6.39x10°

2.66x10°

1.28x107

3.27x10°

7.42x10°

7.90x10°

2.77x10°

7.93x10°

1.36x10°

7.39x10°

1.42x10°

1.24x10°

1.78x10°

8.87x10°

2.15x10°

3.70x10°

2.19x10°

3.43x107

3.56x10°

7.43x10°

3.89x10*

1.63x10°

1.99x10°

6.46x10°

1.62x10°

2.31x107

3.02x10°

2.45x10°

4.62x10°

1.47x107

3.31x10°

4.77x10°

9.32x10°

8.04x10°

1.68x10°

1.22x10°

1.59x10°

6.67x10°

2.38x107

1.77x10°

1.57x10°

3.71x10°

2.83x10°

1.17x10°

1.59x10°

4.73x10°

2.12x107

1.31x10°

3.58x10°

1.16x10*

1.17x10°

9.03x10°

2.34x10°

1.15x108

1.00x107

2.39x10°

7.81x10°

2.95x10°

6.08x10°

1.97x10°

3.51x10°

3.77x10°

5.51x10°

7.35x10°

9.34x10°

1.29x10°

2.83x10°

1.94x107

2.06x10°

8.67x10°

2.09x10°

4.64x10°

1.34x10°

1.15x10°

4.82x10°

1.37x107

1.16x10°

3.04x10°

1.06x10°

9.01x10°

5.45x10°

1.72x10°

6.24x10°

9.11x10°

1.77x10°

4.60x10°

1.10x10°

4.00x10°

1.19x10°

2.88x10°

4.30x10°

3.15x10°

4.12x10°

6.23x10°

5.60x10°

2.49x10°

7.40x10°

1.04x10°

4.27x10°

5.29x10°

4.06x10°

6.36x10°

6.79x10°

1.66x10°

5.84x107

1.30x10*

6.66x10°

5.69x10*

4.05x10°

2.23x10°

5.95x10°

2.49x10°

2.42x107

4.11x10°

4.01x107

5.53x10°

1.04x107

4.77x10°

7.42x10°

7.63x10°

1.02x107

1.13x10°

3.00x10°

3.23x10°

6.02x10°

3.13x107

6.97x10°

1.54x10°

2.55x10°

1.97x107

4.86x10°

1.18x10°

2.77x10°

2.13x107

1.30x10*

7.41x10°

4.25x10*

2.48x10°

1.58x108

4.54x10°

2.37x10°

1.59x107

4.88x10°

3.07x107

4.83x10°

7.13x10°

1.22x10°

8.18x10°

4.74x10°

1.19x107

7.48x10°

3.07x10°

2.92x10°

1.15x10°

3.72x107

8.86x10°

1.56x10°

3.14x10°

1.38x107

6.03x10°

8.49x10°

2.86x10°

3.03x107

1.30x10*

4.52x10°

1.49x10*

5.92x10°

8.98x10°

2.92x10°

1.06x10°

8.86x10°

2.79x10°

2.92x10°

2.36x10°

3.50x10°

8.78x10°

3.88x10°

1.58x10°

7.22x10°

3.54x10°

1.41x10°

1.21x10°

4.21x10°

2.86x107

3.69x10°

8.58x10°

1.68x10°

6.54x10°

3.00x10°

5.01x10°

2.56x10°

2.53x107

1.40x10°

1.31x10°

1.06x10°

1.50x10°

5.69x10°

1.73x10°

5.49x10°

5.09x10°

1.03x10°

2.44x10°

1.44x10°

3.74x10°

1.12x10°

1.76x10°

2.57x10°

1.79x10°

3.63x10°

4.63x10°

4.37x10°

2.35x10°

6.41x10°

7.22x10°

4.50x10°

8.10x10°

4.64x10°

4.24x10°

7.03x10°

2.19x10°



72 3-Methylbutyl 3-methyl-2-butenoate 1.64x10° 1.83x10° 1.42x10° 2.94x10° 5.30x10° 3.91x10° 2.33x10° 3.46x10° 1.39x10° 1.16x10° 5.65x10° 6.72x10° 3.71x10° 2.32x10° 9.54x10* 6.75x10°

73 Methyl decanoate 3.28x10* 6.26x10* 4.38x10* 6.57x10* 1.02x10° 1.03x10° 5.99x10* 5.01x10* 3.49x10° 6.70x10° 3.67x10° 5.02x10* 5.32x10° 4.81x10° 3.45x10° 3.20x10°
74 Methyl dodecanoate 6.92x10* 5.55x10* 7.26x10* 5.08x10* 1.80x10° 1.26x10° 8.89x10* 1.00x10° 9.43x10° 1.41x107 1.13x107 7.38x10* 1.93x107 1.32x107 9.16x10° 1.21x107
Aromatics
75 Phenyl acetate 1.54x10° 1.35%10° 1.30x10° 1.61x10° 1.64x10° 1.62x10° 1.36x10° 1.46x10° 2.24x10° 3.02x10° 1.13x10° 5.93x10° 2.50x10° 2.11x10° 1.16x10° 4.29x10°
76 Benzyl formate 2.35x10° 3.46x10° 3.81x10° 4.89x10° 4.25x10° 4.60x10° 3.99x10° 3.79x10° 5.66x10° 1.17x10° 6.81x10° 1.28x10° 1.05x10° 9.76x10° 6.15x10° 2.31x10°
77 Methyl benzoate 1.45x10° 3.19x10° 2.99x10° 3.75x10° 2.25x10° 1.87x10° 1.66x10° 3.51x10° 2.50x10° 7.52x10° 3.85x10° 2.13x10° 5.12x10° 2.98x10° 1.35%10° 1.93x10°
78 Methyl phenylacetate 6.31x106 7.64x10° 6.89x106 8.35x10° 6.37x106 6.09x10° 5.80x106 7.54x10° 7.91x106 1.41x107 5.47x10° 2.72x10° 9.80x10° 5.86x10° 3.03x10° 3.12x10°
79 2-Phenylethyl formate 1.25x10° 3.21x10° 4.20x10° 3.93x10° 3.56x10° 5.24x10° 3.88x10° 4.07x10° 3.18x10° 6.81x10° 3.39x10° 1.86x10° 6.28x10° 6.62x10° 3.68x10° 1.84x10°
80 Methyl 2-hydroxybenzoate 9.92x10° 1.53x107 1.71x107 2.18x107 1.75x107 1.38x107 1.29x107 1.72x107 2.01x107 3.04x107 1.82x107 1.04x107 2.72x107 2.02x107 1.18x107 7.75x10°
81 2-Phenylethyl acetate 1.14x10° 2.76x10° 2.88x10° 2.70x10° 2.22x10° 1.95x10° 1.67x10° 2.58x10° 2.21x10° 3.69x10° 2.09x10° 1.34x10°¢ 3.16x10° 2.62x10° 1.25x10°¢ 1.42x10°
82 Ethyl 2-hydroxybenzoate 1.09x10° 3.26x10° 3.35x10° 5.69x10° 2.62x10° 1.30x10° 5.16x10° 4.38x10° 2.14x10° 5.71x10° 3.17x10° 2.09x10° 3.46x10° 1.29x10° 5.46x10° 1.88x10°
_ reencompounds Y WY RN 3y W W W CEy ey wn mw WY R W ey k)
83 Furan 3.95x10° 2.57x106 3.86x10° 4.50x10° 1.62x10° 4.59x10° 3.19x10¢ 1.93x109 3.79x107 2.98x107 2.70x107 3.64x107 3.43x107 3.03x107 2.09x107 1.81x107
84 2-Methylfuran 5.41x107 4.11x107 6.06x107 3.50x107 1.65x107 6.70x107 4.59x107 2.69x107 2.31x108 1.81x108 1.91x108 1.94x108 2.52x108 2.01x108 1.72x108 1.12x108
85 Tetrahydrofuran 9.99x107 6.51x107 1.11x108 6.06x107 8.21x10° 1.70x108 1.02x108 8.27x107 5.52x107 3.95x107 2.24x107 2.38x107 6.08x107 2.89x107 5.34x107 1.41x107
86 2,5-Dimethylfuran 2.13x107 3.52x107 4.51x107 1.24x107 3.55x10° 5.15x107 2.39x107 7.63x10° 1.29x108 8.76x107 5.10x107 4.11x107 8.69x107 7.92x107 4.02x107 1.91x107
87 2,4-Dimethylfuran 1.39x10° 2.49x10° 2.93x10° 8.94x10° 2.35x10° 2.81x10° 1.36x10° 4.18x10° 7.68x10° 3.74x10° 4.71x10° 3.47x10° 8.13x10° 8.18x10° 2.52x10° 1.43x10°
88 2-Propylfuran 7.49x10° 9.27x10° 1.06x10° 5.16x10° 3.11x10° 1.31x10° 7.04x10° 2.35x10° 8.00x10° 6.94x10° 4.60x10° 3.54x10° 1.22x10° 1.15%10° 4.02x10° 1.45%10°
89 2-Ethyl-5-methylfuran 2.62x10° 6.93x10° 5.41x10° 2.72x10° 1.42x10° 1.26x10° 3.86x10° 1.25x10° 4.70x10° 6.49x10° 3.36x10° 2.43x10° 6.62x10° 6.56x10° 2.64x10° 9.09x10°
90 2-Ethyl-5-methyltetrahydrofuran 1.20x10° 5.84x10° 6.43x10° 4.13x10° 7.85x10° 5.08x10° 8.91x10* 1.91x10° 6.75x10° 1.71x10° 1.11x10° 1.01x10° 3.26x10° 1.56x10° 3.03x10° 7.85x10°
91 2-Furancarbonitrile 1.87x10° 2.04x10° 1.96x10° 1.88x10° 3.77x10° 1.43x10° 1.48x10° 1.50x10° 4.72x10° 3.88x10° 1.65%10° 8.43x10° 2.69x10° 2.63x10° 1.45x10° 9.15x10°
92 Dihydro-2-methyl-3-furanone 1.62x108 2.02x108 2.13x108 2.75x108 1.24x108 1.96x108 2.19x108 1.58x108 9.92x107 1.11x108 7.01x10” 3.91x107 1.15%10% 1.12x108 1.02x10% 3.28x107
93 2,3,5-Trimethylfuran 4.14x10° 9.81x10° 1.07x107 6.07x10° 2.47x10° 1.12x107 8.27x10° 1.37x10° 7.02x10° 1.03x107 6.13x10° 4.24x10° 1.03x107 1.07x107 4.18x10° 1.67x10°
94 3-Furaldehyde 2.23x10° 2.18x10° 2.39x10° 2.17x10° 1.89x10° 2.27x10° 2.92x10° 1.73x10° 1.65x10° 1.61x10° 7.54x10° 2.20x10° 1.54x10° 1.57x10° 9.34x10° 1.90x10°
95 2-Vinyl-5-methylfuran 4.83x107 6.99x107 7.60x107 4.83x107 3.05x106 8.14x107 6.10x107  2.68x107 5.74x107  8.46x107 5.75x107  4.46x107 9.83x107 8.48x107  4.52x107 1.98x10”
96 2-(Methoxymethyl)furan 3.72x107 6.15x107 6.23x107 5.27x107 2.25x107 7.18x107 5.07x107 3.06x107 6.25x107 8.54x107 5.54x107 3.31x107 9.41x107 8.41x107 6.12x107 2.75x107
97 2,3,4-Trimethylfuran 1.45x10° 6.08x10° 3.17x10° 2.52x10° 4.61x10° 5.61x10° 2.20x10° 4.04x10° 2.38x10° 3.14x10° 1.60x10° 1.28x10° 2.79x10° 2.14x10° 1.33x10° 5.97x10°

98 Furfural 6.51x108 6.05x10° 5.87x108 6.20x10° 7.08x108 6.11x10° 6.88x10° 4.70x108 8.75x108 8.00x10° 5.88x10° 3.65x10° 7.19x10% 7.11x108 6.46x10° 3.85x108
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2-(2-Propenyl)furan
5-Methyl-2(3H)-furanone
2-Furanmethanol
2,5-Diethyltetrahydrofuran
2-Butylfuran
Furfuryl formate
2-Acetylfuran
y-Butyrolactone
2,3,4,5-Tetramethylfuran
3-(1,1-Dimethylethyl)-2,3-dihydrofuran
1-(2-Furyl)-2-propanone
2-Methyl-5-propenylfuran
Dihydro-5-methyl-2(3H)-furanone
5-Methylfurfural
2-Acetyl-5-methylfuran
Methyl 2-furoate
2-Pentylfuran
Benzofuran
Furfuryl acetate
2,5-Dihydro-3,5-dimethyl-2-furanone
1-(2-Furanyl)-1-propanone
2,2"-Bifuran
3,4-Dimethyl-2,5-furandione
1-(5-Methyl-2-furyl)-2-propanone
1-(2-Furanyl)-2-butanone
5-Ethyl-2-furaldehyde
1-(2-Furanyl)-3-butanone
2,2’-Methylenebisfuran

3-Acetyl-2,5-dimethylfuran

4.33x107

n.d.

2.31x10°

2.29x10°

1.96x10°

1.19x108

1.35x10%

5.23x107

8.70x10°

2.08x10°

1.12x107

6.56x107

8.32x10°

5.15x108

2.51x107

1.34x107

8.37x107

1.40x107

4.01x10°

8.06x107

8.09x107

4.46x107

9.92x107

1.89x10°

3.13x10°

1.06x107

6.98x107

1.70x108

4.28x10°

6.91x107

n.d.

1.06x10°

4.34x10°

1.22x10°

1.04x108

2.64x10°

1.43x10%

1.06x107

1.56x10°

6.56x107

7.83x107

9.93x10°

5.33x108

2.68x107

1.47x107

4.86x107

1.52x107

4.79x108

9.89x107

7.14x107

5.21x107

1.02x108

3.31x107

1.37x107

1.35x107

6.10x107

1.64x108

4.49x10°

6.20x107

n.d.

3.10x10°

3.65x10°

1.53x10°

1.23x108

2.65x10°

1.83x10%

1.18x107

2.03x10°

7.19x107

8.67x107

1.07x107

7.10x10%

2.78x107

1.10x107

4.86x107

2.06x107

6.42x10°

1.08x108

8.08x107

6.61x107

1.16x108

3.85x107

1.45x107

1.59x107

7.93x107

1.82x108

6.18x10°

4.65x107

n.d.

2.03x10°

3.34x10°

9.00x10°

1.51x10%

2.86x108

2.80x108

9.08x10°

2.64x10°

4.56x107

7.89x107

1.16x107

6.94x10%

2.59x107

1.18x107

5.00x107

1.41x107

6.10x10%

1.15x108

1.04x108

5.64x107

1.15x108

2.16x107

9.00x10°

1.43x107

6.25x107

1.74x108

4.75x10°

1.66x107

n.d.

2.10x10°

2.73x10*

1.03x10°

1.05x10%

2.66x10°

2.18x10°

3.75x10°

9.64x10*

1.66x107

4.07x107

1.22x107

5.59x108

1.94x107

1.11x107

6.14x107

1.05x107

5.50x10°

1.15x108

9.99x10”

5.15x10”

1.29x108

3.37x10°

3.99x10°

1.64x107

8.88x107

1.65x10%

4.99x10°

7.31x107

n.d.

3.20x10°

3.71x10°

2.73x10°

1.46x10°

3.05x108

1.75%10%

1.36x107

1.13x10°

7.99x107

1.03x108

1.11x107

4.92x10%

3.18x107

1.26x107

8.47x107

1.79x107

4.47x108

1.14x108

7.57x107

1.25%10%

1.37x108

4.94x107

2.01x107

1.50x107

1.05x10%

2.23x10%

6.11x10°

5.04x107

n.d.

1.97x10°

2.07x10°

1.87x10°

1.49x108

2.67x10°

2.66x10°

1.13x107

1.81x10°

4.21x107

9.07x10”

1.50x107

7.25x10%

3.28x107

1.67x107

6.04x107

1.78x107

5.71x10%

1.10x108

9.52x107

7.34x107

1.45x108

6.36x10°

8.61x10°

1.98x107

8.07x107

1.97x108

6.28x10°

2.50x107

n.d.

2.08x10°

1.07x10°

8.26x10°

8.11x107

2.10x10%

7.01x107

6.08x10°

2.19x10°

6.11x10°

5.52x107

8.86x10°

4.72x108

2.11x107

1.17x107

4.78x107

1.23x107

4.52x108

8.88x107

8.49x107

4.51x107

9.09x107

2.05x10°

5.85x10°

1.05%107

4.84x107

1.12x108

4.22x10°

4.01x107

7.69x10°

1.92x10°

2.68x10°

4.15x10°

1.52x108

3.13x108

1.12x108

2.89x10°

6.34x10°

7.33x107

2.97x107

1.27x10°

7.37x10%

2.88x107

1.56x107

2.51x107

2.75x107

7.84x10°

2.06x10”

9.65x107

7.83x107

2.56x10°

4.57x107

2.23x107

1.09x107

6.23x107

2.35x10%

5.78x10°

5.57x107

9.05x10°

1.63x10°

7.56x10°

4.16x10°

1.91x10%

3.10x108

1.00x10%

7.77x10°

4.66x10°

7.85x107

5.43x107

2.28x10°

6.62x10°

3.88x107

2.16x107

1.53x10”

3.50x107

8.96x10°

2.58x107

1.05x10%

9.63x107

2.98x10°

5.52x107

2.11x107

1.38x107

6.70x107

3.11x108

6.95x10°

3.36x107

3.50x10°

1.06x10°

4.42x10°

5.04x10°

9.32x107

1.99x10%

5.88x107

4.13x10°

2.42x10°

2.89x107

3.17x107

1.47x10°

4.64x10°

1.67x107

8.90x10°

1.06x107

1.94x107

7.55x10%

1.29x107

5.68x10”

6.73x107

1.18x10°

1.91x107

9.33x10°

7.32x10°

2.78x107

2.04x10%

3.31x10°

2.42x107

1.96x10°

7.34x10%

3.31x10°

1.72x10°

7.20x107

1.06x10%

2.84x107

3.62x10°

1.38x10°

2.31x107

2.22x107

2.00x10°

2.53x10°

7.92x10°

4.44x10°

5.79x10°

1.11x107

5.55x10%

5.42x10°

2.49x107

3.60x107

6.11x10°

1.48x107

6.07x10°

2.51x10°

1.75x107

1.59x108

2.18x10°

6.37x107

5.19x10°

1.14x10°

1.29x10°

1.50x10°

1.87x108

3.22x10%

8.67x107

8.83x10°

4.16x10°

7.70x107

5.78x107

1.44x10°

6.80x10°

3.56x107

1.80x107

3.38x107

3.44x107

8.89x10°

2.08x107

9.34x107

8.00x10”

2.60x10°

3.67x107

1.58x107

1.32x107

5.64x107

2.83x10°

6.64x10°

6.05x107

1.05x107

1.43x10°

1.05x10°

1.32x10°

1.78x10%

2.92x10%

8.39x107

8.52x10°

4.13x10°

7.58x107

5.66x107

1.77x10°

6.77x10%

3.67x107

1.94x107

2.82x107

3.32x107

8.07x10%

2.27x107

5.33x10”

9.01x107

2.60x10°

4.49x107

1.97x107

1.41x107

5.38x10”

2.53x10%

5.55x10°

3.14x107

3.88x10°

9.13x10%

4.85x10°

4.69x10°

1.45x108

2.47x108

5.23x107

5.17x10°

3.00x10°

5.26x107

3.37x107

1.07x10°

6.06x10°

2.35x107

1.11x107

1.13x107

2.14x107

9.17x108

1.44x107

7.27x107

5.85x10”

2.06x10°

2.59x107

1.33x107

9.04x10°

4.13x107

1.53x108

3.68x10°

1.37x107

1.12x10°

5.24x108

8.06x10*

1.46x10°

8.22x107

1.05x10%

3.54x107

1.69x10°

1.27x10°

1.27x107

1.35x107

3.03x10°

2.76x10%

8.89x10°

4.54x10°

4.05x10°

7.66x10°

6.56x10°

6.07x10°

2.61x107

2.79x107

6.62x10°

1.12x107

4.27x10°

2.67x10°

1.85x107

1.39x10%

1.97x10°



128 Furfuryl propanoate 5.96x107 6.58x107 6.24x107 6.11x107 7.08x107 8.48x107 6.27x107 5.86x107 9.91x107 1.18x108 7.75x107 3.81x107 9.60x107 1.26x10% 8.54x107 4.23x107

129 1-(2-Furanyl)-1-butanone 9.81x10° 8.26x10° 1.36x107 7.64x10° 1.07x107 1.22x107 1.20x107 9.38x10° 1.13x107 1.37x107 7.09x10° 2.74x10° 1.27x107 1.36x107 8.00x10° 2.67x10°
130 2-Methylbenzofuran 1.88x107 2.21x107 2.36x107 2.18x107 2.45x107 3.12x107 2.58x107 1.94x107 3.05x107 2.58x107 1.64x107 1.19x107 3.29x107 3.43x107 2.06x107 6.69x10°
131 2-Methyl-5-propionylfuran 3.16x107 3.52x107 3.89x107 3.64x107 3.91x10” 4.99x107 4.82x107 3.28x107 2.05x107 2.74x107 1.28x107 4.85x10° 2.13x107 2.64x107 1.53x107 5.23x10°
132 1-(5-Methyl-2-furanyl)-2-butanone 1.36x10° 5.23x10° 7.02x10° 6.11x10° 1.79x10° 9.50x10° 1.78x10° 2.02x10° 7.51x10° 1.18x107 3.95x10° 2.56x10° 6.58x10° 9.66x10° 4.01x10° 1.16x10°
133 2-Heptylfuran 1.04x107 1.48x107 1.53x107 1.44x107 9.58x10° 1.79x107 1.64x107 1.01x107 1.35%107 1.74x107 7.28x10° 3.99x10° 1.51x107 1.49x107 1.06x107 3.49x10°
134 Furfuryl butanoate 3.24x10° 3.29x10° 3.76x10° 4.11x10° 5.57x10° 4.49x10° 4.69x10° 3.34x10° 5.88x10° 7.52x10° 5.91x10° 1.96x10° 6.41x10° 6.71x10° 3.77x10° 2.34x10°
135 2-(2-Furanylmethyl)-5-methylfuran 8.46x107 8.14x107 8.54x107 8.92x107 8.23x107 1.07x10% 8.58x107 6.83x107 1.04x10% 1.11x108 7.58x107 5.50x107 1.03x10° 9.71x107 7.09x107 4.20x107
136 n-Furfuryl pyrrole 2.64x108 1.82x10% 2.34x10° 1.83x10° 2.29x10° 1.91x10° 2.13x10% 1.94x10° 4.62x108 3.84x10° 2.65x10° 2.14x10% 4.23x108 3.29x10% 2.26x10° 1.91x10%
137 2-Methyl-3(2-furyl)acrolein 1.42x107 1.23x107 1.26x107 1.63x107 1.47x107 1.60x107 1.53x107 1.19x107 2.15x107 1.82x107 9.20x10° 4.43x10° 1.78x107 1.77x107 1.04x107 3.70x10°
138 4-(2-Furanyl)-3-buten-2-one 1.67x107 1.53x107 1.66x107 1.99x107 2.02x107 1.97x107 1.99x107 1.47x107 1.27x107 1.27x107 6.10x10° 1.97x10° 1.20x107 1.22x107 7.26x10° 2.68x10°
139 4,7-Dimethylbenzofuran 1.08x107 1.34x107 1.36x107 1.38x107 1.23x107 1.45x107 1.81x107 2.42x10° 7.31x10° 7.10x10° 4.02x10° 2.16x10° 6.12x10° 6.13x10° 4.99x10° 1.30x10°
140 2-Furyl pyrazine 3.16x10” 2.94x107 3.07x107 4.23x107 2.96x10” 2.90x107 2.19x107 3.40x107 1.76x107 1.77x107 7.89x10° 3.92x10° 1.33x107 1.22x107 6.23x10° 4.64x10°
141 2,2"-Methylenebis(5-methylfuran) 6.81x10° 7.23x10° 7.22x10° 7.51x10° 7.89x10° 9.29x10° 9.41x10° 6.98x10° 9.58x10° 7.60x10° 5.04x10° 4.01x10° 7.50x10° 8.69x10° 5.35x10° 2.87x10°
142 1-(5-Methylfurfuryl)pyrrole 1.28x107 1.14x107 9.15x10° 1.14x107 9.67x10° 1.07x107 6.48x10° 1.07x107 3.43x107 2.55x107 1.21x107 8.94x10° 1.91x107 1.66x107 7.19x10° 6.98x10°
143 Difurfuryl ether 7.21x107 6.39x107 6.38x107 7.85x107 7.36x107 8.59x107 7.31x107 5.99x107 1.20x10% 1.23x10% 6.30x107 3.22x107 1.13x108 1.16x10% 5.96x107 3.35x107
144 1-Furfuryl-2-formylpyrrole 6.65x10° 4.39x10° 1.18x10° 1.60x10° 9.39x10° 1.27x10° 1.21x10° 1.09x10° 1.86x10° 1.85x10° 7.47x10° 5.22x10° 1.12x10° 1.41x10° 8.01x10° 4.16x10°
145 2-Acetyl-1-furfurylpyrrole 2.57x10° 1.86x10° 1.89x10° 2.42x10° 2.76x10° 3.09x10° 2.52x10° 2.52x10° 6.93x10° 5.55x10° 2.87x10° 1.28x10° 5.00x10° 4.89x10° 2.50x10° 1.30x10°
_ mwoamens (G G RN W SV m ey We 'en ew e en e om a me
Aliphatics
146 Nonane 4.71x10° 7.76x10° 6.76x10° 7.71x10° 4.60x10° 1.76x10° 6.74x10° 3.99x10° 2.29x10° 2.48x10° 1.84x10° 6.60x10* 2.25x10° 1.50x10° 1.11x10° 4.55x10*
147 1,3-Nonadiene 2.54x10° 1.97x10° 1.74x10° 1.42x10° 6.77x10° 2.19x10° 1.05x10° 1.25x10° 1.08x10° 1.85x10° 1.30x10° 9.28x10* 2.81x10° 2.36x10° 8.61x10* 5.36x10*
148 Decane 8.88x10° 1.39x10° 7.46x10° 6.58x10° 1.90x10° 3.18x10° 1.49x10° 1.35x10° 1.50x10° 2.32x10° 2.01x10° 1.26x10° 1.03x10° 1.03x10° 9.53x10° 7.53x10°
149 Undecane 2.37x10° 1.20x107 7.44x10° 1.51x10° 2.07x107 3.10x107 3.14x10° 4.00x10° 2.06x10° 2.49x10° 2.58x10° 4.69x10° 1.48x10° 1.78x10° 1.44x10° 9.85x10°
150 1-Dodecene 5.83x10° 4.90x10° 1.95x10° 3.34x10° 9.28x10° 5.90x10° 4.42x10° 2.30x10° 3.54x10° 5.87x10° 2.58x10° 1.88x10° 5.62x10° 5.25x10° 2.34x10° 1.82x10°
151 Dodecane 1.71x10° 2.37x10° 1.50x10° 1.43x10° 4.78x10° 4.23x10° 2.98x10° 4.57x10° 5.30x10° 1.10x107 4.32x10° 2.73x10° 6.28x10° 7.55x10° 6.65x10° 5.40x10°
152 Tridecane 1.42x10° 1.75x10° 1.24x10° 1.38x10° 2.03x10° 1.74x10° 1.24x10° 2.40x10° 3.76x107 6.67x107 4.77x107 4.46x10° 5.70x107 4.81x107 3.15x107 4.20x107
153 Tetradecane 2.10x10° 1.86x10° 2.19x10° 1.59x10° 1.94x10° 1.41x10° 1.26x10° 2.45x10° 5.10x10” 5.58x107 5.09x107 1.69x10° 7.57x107 7.00x107 3.37x107 5.46x107

154 Pentadecane 2.11x10° 1.51x10° 4.08x10° 8.46x10° 9.85x10° 7.25x10° 6.49x10° 1.27x10° 2.32x10° 2.77x10° 1.47x10° 8.50x10° 3.10x10° 1.93x10° 1.51x10° 1.55x10°



155 Hexadecane 1.23x10° 1.35x10° 5.15x10° 6.88x10* 5.54x10° 4.10x10° 2.56x10° 5.99x10° 2.90x10° 3.09x10° 1.95x10° 8.87x10° 4.79x10° 4.87x10° 3.09x10° 3.60x10°

Aromatics
156 Methylbenzene 5.71x10° 1.11x107 1.22x107 6.71x10° 2.11x10° 1.08x107 6.34x10° 2.77x10° 2.55x107 2.86x107 1.32x107 1.07x107 2.71x107 2.02x107 6.39x10° 6.17x10°
157 Ethylbenzene 2.03x10° 3.14x10° 2.94x10° 2.40x10° 9.58x10° 1.77x10° 1.40x10° 1.11x10° 2.57x10° 2.56x10° 3.38x10° 1.86x10° 3.51x10° 2.13x10° 1.09x10°¢ 9.88x10°
158 1,3-Dimethylbenzene 5.18x10° 5.64x10° 6.09x10° 4.94x10° 3.28x10° 4.74x10° 4.29x10° 2.93x10° 7.88x10° 1.13x107 8.55x10° 5.33x10° 9.66x10° 6.71x10° 4.20x10° 3.94x10°
159 Phenylethylene 1.86x107 2.54x107 2.16x107 2.02x107 9.01x10° 1.66x107 1.20x107 1.57x107 1.78x107 2.88x107 1.52x107 1.25x107 2.38x107 1.64x107 7.34x10° 6.68x10°
160 1-Methylethylbenzene 2.18x10° 3.97x10° 2.08x10° 1.71x10° 6.82x10* 1.06x10* 2.23x10° 1.01x10° 1.02x10° 1.33x10° 1.12x10° 6.21x10* 1.59x10° 2.25x10° 7.10x10* 3.79x10*
161 1-Ethyl-4-methylbenzene 2.09x10° 2.59x10° 2.76x10° 2.21x10° 1.87x10° 2.41x10° 3.19x10° 2.30x10° 8.72x10° 1.39x10° 1.63x10° 7.82x10° 2.15x10° 1.64x10° 1.27x10° 6.14x10°
162 1,2,3-Trimethylbenzene 1.95x10° 2.34x10° 2.23x10° 2.49x10° 1.85x10° 1.34x10° 1.76x10° 2.27x10° 1.24x10° 1.47x10° 9.97x10° 9.55%10° 1.60x10°¢ 1.62x10° 7.20x10° 6.80x10°
163 1-Methyl-3-propylbenzene 5.72x10° 1.58x10° 2.22x10° 8.20x10° 1.22x10° 7.95x10° 2.01x10° 1.35x10° 1.67x10° 2.85x10° 2.46x10° 7.50x10* 2.70x10° 1.87x10° 1.18x10° 2.46x10°
164 Butylbenzene 3.38x10° 3.50x10° 3.27x10° 3.35x10° 2.04x10° 3.01x10° 2.21x10° 2.82x10° 6.50x10° 7.44x10° 6.20x10° 3.62x10° 1.04x10° 1.06x10° 4.39x10° 3.59x10°
165 4-Ethyl-1,2-dimethylbenzene 4.03x10° 1.60x10° 1.10x10° 9.20x10° 1.22x10° 1.15x10° 1.18x10° 1.34x10° 2.60x10° 6.88x10° 3.95x10° 1.74x10° 6.38x10° 5.25x10° 3.62x10° 1.85x10°
166 1-Ethyl-2,3-dimethylbenzene 5.24x10° 1.33x10° 7.94x10° 1.09x10° 7.99x10° 6.62x10° 7.60x10° 9.91x10° 1.67x10° 4.22x10° 2.33x10° 1.21x10° 3.55x10° 2.36x10° 1.79x10° 1.86x10°
167 1,2,4,5-Tetramethylbenzene 4.10x10° 3.05x10° 2.02x10° 2.30x10° 2.43x10° 6.72x10° 1.93x10° 2.53x10° 3.80x10° 1.46x10° 8.61x10° 4.32x10° 1.20x10° 5.36x10° 5.55x10° 3.98x10°
168 1,2,3,4-Tetramethylbenzene 7.63x10° 1.52x10° 1.02x10° 1.19x10° 1.19x10° 9.79x10° 1.02x10° 1.46x10° 5.39x10° 8.70x10° 4.96x10° 3.14x10° 8.40x10° 5.74x10° 3.83x10° 2.80x10°
169 Pentylbenzene 2.50x10° 2.70x10° 2.00x10° 2.16x10° 2.12x10° 2.37x10° 1.83x10° 2.29x10° 4.23x10° 5.64x10° 3.36x10° 1.84x10° 4.66x10° 4.30x10° 2.05%10° 1.49x10°
170 1-Butylheptylbenzene 1.54x10° 3.51x10* 3.27x10* 6.28x103 2.06x10° 1.29x10° 1.68x10* 1.07x10* 3.57x107 4.34x107 3.51x107 4.67x10° 4.05%107 3.53x107 2.23x107 2.81x107
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171 2-Propanone 9.13x10” 5.14x107 6.54x107 7.90x10” 1.98x107 7.92x107 5.45x107 4.11x107 7.14x107 6.37x107 3.52x107 4.33x107 5.47x107 5.00x10” 4.27x107 4.24x107
172 2-Butanone 4.00x107 3.96x107 3.54x107 3.53x107 1.56x107 4.71x107 3.64x107 2.44x107 7.23x107 6.83x107 4.61x107 4.12x107 3.72x107 4.04x107 4.57x107 3.42x107
173 2,3-Butanedione (Diacetyl) 3.16x107 3.63x107 3.85x107 4.54x107 1.30x107 3.99x107 3.23x107 1.96x107 5.53x107 5.18x107 2.40x107 2.28x107 3.58x107 4.03x107 3.21x107 1.77x107
174 2-Pentanone 8.43x10° 1.05%107 1.30x107 6.14x10° 2.12x10° 1.30x107 8.03x10° 4.33x10° 2.78x107 2.39x107 1.55x107 1.09x107 2.43x107 2.17x107 1.32x107 7.49x10°
175 2,3-Pentanedione 5.92x107 6.24x107 1.00x10% 6.33x107 1.97x107 7.86x107 7.09x107 3.71x107 8.75x107 9.99x107 5.97x107 5.56x107 7.97x107 8.98x107 7.11x107 4.05x107
176 1-Hydroxy-2-propanone 2.52x10% 1.91x108 1.62x10% 2.75x108 2.41x10% 2.56x10° 2.95x10° 2.60x10° 2.51x107 2.55x107 1.41x107 4.11x10° 2.44x107 1.98x107 1.65x107 6.15x10°
177 4-Methyl-2-pentanone 3.75x10° 7.22x10° 1.08x10° 5.50x10° 4.05x10° 1.28x10° 4.58x10° 1.06x10° 3.22x10° 6.38x10° 2.33x10° 1.10x10° 5.15x10° 2.91x10° 1.35x10° 1.01x10°
178 3-Penten-2-one 1.35x107 1.58x10” 1.36x107 1.76x10” 5.53x10° 1.55%107 1.08x107 1.12x107 1.34x107 1.15%107 9.25x10° 4.73x10° 9.85x10° 1.23x107 7.04x10° 5.86x10°

179 3-Hydroxy-2-butanone (Acetoin) 8.26x107 9.12x107 8.12x107 9.21x107 5.69x10” 1.10x10% 1.16x10% 5.70x107 9.19x10° 7.59x10° 4.50x10° 2.25x10° 7.03x10° 7.50x10° 5.22x10° 2.36x10°
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2-Methyl-1-penten-3-one
2,4-Pentanedione
3-Hexanone
2,4-Dimethyl-3-pentanone
2-Hexanone
3,4-Hexanedione
1-Hydroxy-2-butanone
3-Hydroxy-2-pentanone
2-Hydroxy-3-pentanone
3-Hexen-2-one
3-Hexene-2,5-dione
4-Methyl-2-hexanone
4-Heptanone
1-(Acetyloxy)-2-propanone
3-Heptanone
2-Heptanone
3-Hepten-2-one
2,5-Hexanedione
6-Methyl-3-heptanone
6-Methyl-2-heptanone
5-Methyl-2-heptanone
1-Octen-3-one
2,3-Octanedione
6-Methyl-5-hepten-2-one
2-Octanone
3-Octen-2-one
2-Nonanone

3-Nonen-2-one

3.91x10*

1.55x10°

7.92x10°

1.07x107

2.04x10°

1.07x107

4.26x107

2.72x107

2.41x107

4.82x10°

3.27x10°

7.90x10°

3.04x10°

2.78x10°

1.41x108

9.15x10°

1.24x10°

3.81x107

1.55x10°

2.23x10°

5.77x10°

3.18x10°

1.15x107

4.97x10°

3.20x10°

3.42x10°

9.48x10°

6.76x10°

6.96x10°

2.05x10°

1.23x107

2.71x107

2.47x10°

2.11x107

4.81x107

3.85x107

3.20x107

6.60x10°

8.61x10°

1.09x10°

5.48x10°

5.84x10°

9.72x10°

9.04x10°

1.99x10°

5.17x107

1.06x10°

2.36x10°

5.90x10°

1.31x10°

6.31x10°

9.68x10°

4.57x10°

2.33x10°

1.28x10°

7.93x10°

1.81x10°

2.65x10°

1.55x107

2.41x107

2.90x10°

2.34x107

5.16x10”

4.72x107

4.36x107

5.96x10°

6.59x10°

1.45x10°

4.19x10°

9.64x10°

1.17x108

1.17x107

1.95x10°

5.87x107

1.16x10°

2.43x10°

5.20x10°

1.43x10°

5.33x10°

1.22x107

4.69x10°

2.69x10°

1.37x10°

4.31x10°

1.62x10°

1.84x10°

8.94x10°

1.54x107

2.05x10°

1.41x107

5.33x107

3.73x107

3.54x107

4.91x10°

5.47x10°

9.13x10°

3.01x10°

3.92x10%

9.23x10°

8.48x10°

1.58x10°

5.61x107

1.10x10°

1.92x10°

2.31x10°

2.07x10°

8.74x10°

1.31x107

8.01x10°

2.52x10°

1.31x10°

1.18x10°

3.91x10*

6.22x10°

3.50x10°

2.81x10°

8.66x10°

3.99x10°

5.69x107

2.89x107

2.79x107

1.91x10°

7.40x10°

3.27x10°

1.76x10°

4.75x108

4.71x10°

7.79x10°

6.66x10°

6.94x107

3.25x10°

6.82x10°

2.01x10°

1.82x10°

6.57x10°

7.29x10°

6.09x10°

4.71x10°

1.17x10°

1.20x10°

2.85x10°

2.38x10°

1.64x107

2.72x107

2.88x10°

2.53x107

5.95x107

5.51x107

4.80x107

6.62x10°

6.18x10°

1.06x10°

4.36x10°

2.70x10%

1.18x10°

1.98x10”

1.90x10°

6.46x107

7.63x10°

1.86x10°

4.79x10°

1.75x10°

5.29x10°

4.75x10°

9.19x10°

4.63x10°

1.17x10°

1.32x10°

7.18x10°

1.74x10°

7.41x10°

1.78x107

1.66x10°

1.81x107

6.01x107

4.80x107

4.51x107

5.11x10°

3.09x10°

9.80x10°

3.29x10°

4.56x10°

7.97x10°

1.06x107

1.56x10°

7.10x107

1.05x10°

1.27x10°

4.73x10°

1.60x10°

9.27x10°

5.86x10°

3.64x10°

4.03x10°

9.96x10°

9.83x10°

3.91x10*

9.45x10°

4.60x10°

6.69x10°

1.07x10°

6.01x10°

4.18x107

2.32x107

1.98x107

3.18x10°

2.71x10°

4.52x10°

2.43x10°

2.59x10°

8.38x10°

5.86x10°

9.19x10°

3.87x107

7.94x10°

1.59x10°

4.39x10°

2.60x10°

1.02x107

7.17x10°

6.37x10°

2.26x10°

1.46x10°

9.28x10°

4.05x10°

1.03x10°

3.55x107

3.86x107

5.88x10°

2.55x107

4.37x10°

5.57x10°

5.15x10°

6.46x10°

6.86x10°

1.94x10°

8.53x10°

2.22x10%

1.68x10°

1.43x107

1.74x10°

3.49x10°

1.11x10°

2.88x10°

7.93x10°

3.19x10°

1.26x107

3.45x10°

6.26x10°

2.18x10°

1.09x10°

1.37x10°

5.58x10°

1.19x10°

3.88x107

4.75x107

3.86x10°

3.57x107

3.88x10°

6.11x10°

5.58x10°

1.42x107

2.00x107

3.06x10°

1.22x10°

1.72x108

1.97x10°

1.91x107

3.14x10°

3.79x10°

2.22x10°

3.89x10°

9.26x10°

6.67x10°

9.43x10°

9.11x10°

1.11x107

2.75x10°

1.34x10°

1.11x10°

2.36x10°

4.19x10*

2.13x10”

2.34x107

2.38x10°

1.89x107

2.29x10°

3.25x10°

1.60x10°

4.05x10°

6.32x10°

1.59x10°

6.87x10°

5.07x107

1.30x10°

1.54x107

1.45%10°

2.41x10°

1.16x10°

2.43x10°

5.13x10°

2.11x10°

9.88x10°

4.95x10°

4.34x10°

2.54x10°

1.15x10°

7.40x10°

1.58x10°

4.19x10*

1.66x107

1.85x107

2.19x10°

1.15x107

9.23x10°

1.57x10°

1.35x10°

2.39x10°

6.10x10°

9.81x10°

3.35x10°

5.14x107

7.59x10°

7.16x10°

7.70x10°

9.37x10°

9.74x10°

1.78x10°

3.94x10°

6.74x10°

3.60x10°

2.34x10°

4.55x10°

7.90x10°

6.92x10°

3.97x10°

4.45x10°

1.36x10°

4.02x107

4.98x107

7.54x10°

3.59x107

3.65x10°

5.22x10°

4.38x10°

1.60x107

1.15x107

2.58x10°

1.15x10°

1.66x10%

3.24x10°

5.24x107

2.67x10°

4.08x10°

1.84x10°

3.64x10°

7.77x10°

3.86x10°

1.45x107

5.02x10°

1.33x107

5.65x10°

1.42x10°

1.46x10°

4.68x10°

1.58x10°

3.61x107

4.73x107

6.26x10°

3.27x107

3.32x10°

5.37x10°

4.61x10°

8.88x10°

1.10x107

2.34x10°

1.16x10°

1.73x10%

2.84x10°

3.99x107

2.49x10°

4.04x10°

1.67x10°

3.17x10°

6.66x10°

2.66x10°

1.12x107

8.21x10°

1.09x107

5.90x10°

1.27x10°

1.56x10°

1.69x10°

4.19x10*

1.81x107

3.50x107

3.04x10°

2.71x107

2.70x10°

4.34x10°

3.39x10°

5.81x10°

4.54x10°

1.09x10°

5.44x10°

1.15x108

1.31x10°

1.56x107

1.44x10°

2.80x10°

6.91x10°

1.62x10°

3.17x10°

1.28x10°¢

6.89x10°

3.50x10°

5.13x10°

2.41x10°

6.26x10°

7.77x10°

1.13x10°

4.19x10*

1.15x107

1.39x107

1.80x10°

8.27x10°

6.39x10°

1.23x10°

8.25x10°

2.35x10°

3.06x10°

1.05x10°

2.72x10°

6.08x107

7.46x10°

7.45%10°

7.77x10°

9.71x10°

6.78x10°

1.61x10°

3.42x10°

1.14x10°

5.50x10°

1.97x10°

3.68x10°

9.18x10°

8.36x10°

3.53x10°

Cyclics




208 2-Cyclopenten-1-one 200<107  248x107  238x107  248x107  L64x107  247x107  231x107  1.68x107  8.93x10°  8.39x10°  3.83x10°  239x10°  654x10°  6.54x10°  3.95<10°  2.55x10°
209 Cyclohexanone 321x10°  4.04x10°  3.86x10°  3.32x10°  1.56x10°  4.10x10°  329x10°  239x105  5.30x<10°  571x10°  3.57x10°  1.05x10°  3.76x105  3.62x10°  2.20x10°  6.63x10°
210 4-Cyclopentene-1,3-dione 101107 124107  1.82x107  3.63x107  1.03x107  8.10x10°  1.01x107  2.12x107  9.52x10°  7.47x105  4.18x10°  3.03x10°  577x10°  4.90x10°  3.41x10°5  2.91x10°
211 2-Methyl-2-cyclopenten-1-one 330x107  446x107  3.05x107  424x107 291107 527107 473x107  2.94x107  2.32x107  2.54x107  120x107  622x10°  2.19x107  2.23x107  1.52x107  6.36x10°
212 2-Cyclohexen-1-one 163107 1.65x107  168x107  159x107  1.13x107  2.05x107 195107  1.15x107  7.68x106  7.93x105  3.90x10°  197x10°  7.63x10°  7.92x10°  525x<10°  1.98x10°
213 5-Ethyleyclopent-2-en-1-one 152x105  1.60x10°  1.69x10°  155x105  9.72x105  1.83x10°  1.76x10°  1.23x10°  8.64x10°  129x105  572x10°  2.53x10°  110x10°  1.17x105  7.47x10°  1.77x10°
214 6-Methylenebicyclo[3.2.0lhept-3-en-2-one  1.42x10°  154x10°  131x10°  124x10°  7.24x10°  1.66x10°  120x10°  1.00x10°  1.08x10° 166105  677x10°  439x10°  116x10°  120x10°  696x10°  3.01x10°
215 3-Methyl-2-cyclohexen-1-one 139x107  156x107  166x107  147x107  1.13x107  2.07x107  1.82x107  L118x107  1.17x107  1.81x107  9.49x10°  4.14x10°  1.68x107  1.92x107  1.34x107  4.07x10°
216 2,2,6-Trimethylcyclohexanone 613105 818x10°  7.78x10°  7.67<10°  522x10°  621x105  3.86x10°  8.58x10°  1.05x10°  1.63x10°  9.42x105  7.36x10°  1.36x105  107x10°  533x10°  5.85x10°
217 2-Cyclohexene-1,4-dione 197107 2.96x107  344x107  338x107  3.88x107  3.28x107 397107  234x107  176x107  1.75x107  7.65x10°  3.88x10°  155¢107  1.42x107  1.13x107  3.65x10°
218 3,5-Dimethyl-2-cyclohexen-1-one 348x10°  430x10°  656x10°  645x10°  5.31x10°  8.27x10°  659x10°  550x105  2.95x10°  3.69x10°  275x10°  1.14x10°  4.87x105  4.90x<10°  2.87x10°  1.21x10°
219 2-Hydroxy-3-methyl-2-cyclopenten-l-one  7.82<107  6.90x107 804107  9.10x107  115<10° 979107  9.18x107 654107  447x10°  6.60x10°  228x10°  193x10°  56210°  642x10°  184x10°  2.32x10*
220 2,3,4-Trimethyl-2-cyclopenten-1-one 323x107  383x107  3.92x107  373x107  3.43x107  A78x107  433x107  3.12x107  1.93x107  276x107  1.39x107  587x10°  247x107  2.67x107  1.67x107  6.13x10°
21 3,5-Dimethyl-1,2-cyclopentanedione 247}107  219x107  232x107  252x107  2.33x107  2.88x107  2.86x107  2.10x107  474x10°  4.33x10°  244x10°  439x10°  3.62x10°  4.51x105  2.24x10°  6.87x10°
222 3-Ethyl-2-hydroxy-2-cyclopenten-l-one  7.90<107  7.09<107  821x10  7.76x107  8.97x107  9.64x107  8.65x107  632x107 235107  370x107 207107  8.61x10°  3I5x107 376107  2.61x107  9.02x106
Aromatics

223 Acetophenone 163x107  1.68x107  165x107  1.82x107  172x107  1.56x107  1.60x107  155x107  190x107  223x107  123x107  473x10°  178x107  1.73x107  9.95x<10°  5.06x10°
224 1-Phenyl-2-propanone 9.22x10°  9.11x10°  9.00x105  1.07x107  9.27x10°  7.89x10°  7.46x10°  9.60x105  8.88x10°  8.73x10°  4.08x10°  225x10°  7.63x10°  6.87x10°  3.70x10°  2.35x10°
225 o-Hydroxyacetophenone 566x10°  521x10°  4.89x105  535x10°  6.22x10°  7.48x10°  653x10°  5.72x105  8.16x10°  8.03x10°  4.60x10°  2.00x10°  7.64x105  7.70<10°  4.86x10°  2.13x10°
226 1-Phenyl-1,2-propanedione 116x105  1.08x10°  9.82x10°  1.08x105  143x10°  1.30x10°  1.13x10°  1.03x10°  1.52x105  173x10°  9.09x10°  2.52x105  158x10°  1.37x105  7.08x10°  3.89x10°
227 p-Methylacetophenone 287x105  357x10°  2.87x105  352¢10°  354x10°  4.19x105  5.00x10°  2.64x10°  6.48x10°  731x10°  338<10°  163x10°  6.49x105  6.63x10°  3.58x10°  1.28x10°
228 1-Phenyl-2-butanone 158105 1.54x10°  1.12x10°  1.80x105  1.18x10°  1.20x10°  1.08x10°  139x10°  2.83x105  3.03x105  1.24x105  7.85<10°  2.15x10°  1.83x105  9.21x10°  5.82x10°
229 1-(4-Hydroxyphenyl)-1-propanone 7.62x10°  580x10°  6.98x10°  4.84x10°  6.67x10°  7.25x10°  592x10°  6.60x105  8.15x<10°  7.57x10°  7.33x10°  144x10°  8.60x10°  7.50x<10°  4.53x10°  141x10°
230 4-Hydroxy-3-methylacetophenone 582x10°  592x10°  538x105  7.75x10°  7.56x10°  8.76x10°  7.34x10°  5.84x105  5.96x10°  649x10°  3.21x10°  135x10°  6.04x10°  5.98x<10°  3.46x10°  1.64x10°

Volatile phenols il - . e
231 2-methoxyphenol (Guaiacol) 328x10°  215x10°  247x10°  2.94x10°  2.68x10°  226x10°  1.60x10°  227x10°  3.30x<10°  2.69x10°  121x10°  6.04x107  1.92x10°  140x10°  6.75x107  6.50x107
232 2,6-Dimethylphenol 271x10°  208x10°  2.67x105  2.38x10°  2.74x10°  3.34x10°  343x10°  257x105  527x10°  5.64x10°  2.87x10°  977x10°  623x105  5.87x10°  2.97x10°  9.78x10°
233 2-Allylphenol 250x107  160x107  951x105  117x107  2.04x107  137x107  2.09x107  9.68x105  2.81x107 198107  1.22x107  654x10°  2.17x107  2.12x107  1.11x107  5.58x10°
234 4-Ethyl-2-methoxyphenol (4- 1.38x10°  9.95x107  7.55x107  1.22x105  8.86x107  6.00x107  318x107  1.02x10°  2.04x10°  1.60x10°  7.13x107  3.98x107  1.03x10° 679107  2.50<107  4.30x107

Ethylguaiacol)



2-Methoxy-4-vinylphenol (4-

235 Vinvlguaiacol 3.72x108 3.33x108 3.08x108 3.71x108 3.42x108 2.75x108 1.66x10% 3.37x108 5.08x108 4.46x108 2.13x108 1.21x108 3.06x10° 2.29x10% 9.96x107 1.20x108
236 4-Methyloxazole 2.33x10° 2.61x10° 2.84x10° 1.77x10° 5.16x10° 2.91x10° 2.03x10° 1.71x10° 2.23x10° 1.73x10° 1.38x10° 8.49x10° 1.31x10° 1.56x10° 1.66x10° 9.57x10°
237 4,5-Dimethyloxazole 3.49x10° 6.08x10° 6.86x10° 4.97x10° 1.56x10° 5.87x10° 3.74x10° 2.73x10° 8.44x10° 8.56x10° 3.43x10° 2.31x10° 6.46x10° 6.25x10° 3.57x10° 2.09x10°
238 Trimethyloxazole 1.83x107 2.88x107 2.78x107 2.63x107 1.05x107 2.88x107 2.11x107 1.63x10” 1.38x107 2.32x107 9.71x10° 7.00x10° 1.97x107 2.09x107 1.25x107 7.35x10°
239 4-Ethyl-2,5-dimethyloxazole 5.50x10° 6.35x10° 5.77x10° 6.45x10° 1.55x10° 7.99x10° 3.27x10° 5.52x10° 3.55x10° 6.97x10° 3.25x10° 2.14x10° 6.36x10° 3.76x10° 3.65x10° 5.35x10°
240 2-Ethyl-4-methyl-5-propyloxazole 1.44x10° 2.48x10° 1.93x10° 2.32x10° 1.15x10° 1.96x10° 1.69x10° 1.82x10° 1.75x10° 2.56x10° 1.70x10° 8.73x10° 2.44x10° 2.31x10° 1.26x10° 8.21x10°
241 4,5-Dimethyl-2-propyloxazole 3.89x10° 3.88x10° 2.21x10° 3.10x10° 1.56x10° 2.68x10° 2.91x10° 3.16x10° 8.38x10° 6.55x10° 6.57x10° 3.99x10° 6.37x10° 7.31x10° 4.19x10° 3.61x10°
242 4,5-Dimethyl-2-isobutyloxazole 3.60x10° 4.79x10° 4.33x10° 5.68x10° 3.42x10° 4.30x10° 3.43x10° 5.10x10° 4.10x10° 5.59x10° 3.27x10° 2.04x10° 4.19x10° 4.42x10° 2.40x10° 1.53x10°
243 Benzoxazole 1.14x107 1.06x107 1.02x107 1.34x107 1.23x107 1.14x107 9.31x10° 9.41x10° 6.08x10° 4.47x10° 1.93x10° 1.16x10° 2.69x10° 2.97x10° 4.29x10° 1.80x10°
244 2-Methylbenzoxazole 5.07x10° 4.93x10° 3.62x10° 4.56x10° 4.40x10° 1.02x107 4.01x10° 4.34x10° 1.23x107 1.11x107 5.65x10° 2.41x10° 9.34x10° 9.82x10° 5.46x10° 2.43x10°
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245 Pyrazine 1.14x10% 1.43x10° 1.32x10% 1.28x10% 6.96x107 1.25x10% 1.04x10% 1.16x10% 6.31x107 5.74x107 2.13x107 1.20x107 4.27x107 3.81x107 2.09x107 1.06x107
246 Methylpyrazine 4.04x10® 3.15x108 2.57x108 2.47x108 3.92x108 4.24x107 4.46x10° 4.28x108 3.85x108 4.07x108 2.85x108 1.96x10° 3.73x108 3.56x108 2.38x108 2.08x108
247 2,5-Dimethylpyrazine 3.18x10° 4.58x10% 3.80x10° 1.28x10% 3.33x10° 2.44x108 1.55x108 3.88x10° 3.46x10° 2.84x10° 2.88x10° 2.15x10% 3.86x10° 3.46x10° 2.62x10° 2.05x10%
248 2-Ethylpyrazine 1.22x108 1.04x108 9.79x107 9.75x107 1.03x108 1.04x10% 1.05x108 8.42x107 2.17x108 1.54x10% 1.49x108 9.55x107 1.41x108 1.60x10% 9.27x107 8.51x107
249 2,3-Dimethylpyrazine 1.43x108 1.34x10% 1.42x108 1.70x10% 1.06x10% 8.26x107 1.26x108 1.44x108 7.19x107 7.99x107 4.48x107 2.49x107 6.92x107 6.31x107 3.45x107 2.88x10”
250 Vinylpyrazine 3.81x107 5.11x107 5.11x107 5.69x107 3.07x107 4.84x107 4.00x107 4.52x107 1.81x107 2.16x107 9.22x10° 5.06x10° 1.65x107 1.56x107 8.49x10° 5.31x10°
251 2-Isopropylpyrazine 2.76x10° 3.59x10° 3.52x10° 3.73x10° 1.66x10° 2.89x10° 2.49x10° 3.12x10° 1.40x10° 2.60x10° 1.39x10° 5.78x10° 2.09x10° 1.99x10° 1.03x10° 7.66x10°
252 2-Ethyl-6-methylpyrazine 3.05x10® 1.93x10% 2.33x108 2.84x108 2.10x108 3.12x108 2.15x108 2.31x108 2.73x108 3.74x108 2.50x108 1.10x108 2.36x10° 2.29x108 1.82x108 1.62x10%
253 2-Ethyl-3-methylpyrazine 1.43x10% 2.32x108 1.92x10% 2.73x108 1.91x10% 1.74x10% 2.57x108 2.69x108 1.60x10% 1.86x10° 1.51x10% 1.20x108 1.61x10° 1.99x10% 8.57x107 1.30x10%
254 2-Propylpyrazine 4.40x107 5.50x107 4.34x107 6.34x107 3.25x107 4.47x107 3.64x107 5.07x107 2.28x107 3.54x107 1.82x107 9.12x10° 2.68x107 2.64x107 1.18x107 1.06x10”
255 2-Vinyl-6-methylpyrazine 1.30x108 1.45x10% 1.37x108 1.61x10% 1.13x108 1.27x10% 1.13x108 1.27x10% 6.48x107 7.64x107 3.82x107 1.86x107 6.13x107 6.15x107 3.31x107 2.14x107
256 Acetylpyrazine 5.10x107 7.33x107 7.91x107 9.96x107 7.50x10” 7.36x107 6.20x107 7.67x107 7.78x10° 1.36x10” 5.60x10° 2.33x10° 8.41x10° 7.95x10° 4.70x10° 2.79x10°
257 2-Methyl-3-isopropylpyrazine 1.84x10° 3.72x10° 3.76x10° 4.14x10° 2.85x10° 3.70x10° 3.92x10° 3.92x10° 6.55x10° 3.10x10° 1.63x10° 6.33x10° 1.97x10° 2.18x10° 1.62x10° 7.97x10°
258 Isobutylpyrazine 4.01x10° 4.57x10° 4.26x10° 5.43x10° 2.77x10° 3.21x10° 2.57x10° 5.29x10° 1.58x10° 3.82x10° 1.47x10° 1.01x10° 2.52x10° 2.27x10° 1.18x10° 7.85x10°
259 Isopropenylpyrazine 5.66x10” 5.91x107 4.34x107 7.49x107 5.11x10” 5.10x107 3.84x107 6.01x10” 2.07x107 3.42x107 1.68x107 8.20x10° 2.19x107 1.65x107 8.42x10° 9.29x10°
260 2,6-Diethylpyrazine 1.01x10% 3.11x107 2.38x107 3.59x107 7.36x107 3.28x107 5.91x10” 5.64x107 3.81x107 6.84x107 3.41x107 2.30x107 4.05x107 4.42x107 3.94x107 3.29x107

261 2-Isopropyl-3-methoxypyrazine 2.78x10* 7.73x10° 7.27x10° 4.00x10° 2.30x10° 4.89x10° 4.55x10° 4.44x10° 2.29x10* 1.06x10° 5.28x10° 2.32x10° 8.63x10° 5.27x10° 3.88x10° 3.31x10°



262 6,7-Dihydro-5H-cyclopentapyrazine 897x107  929x107  7.70x107  117x10°  8.63x107  9.16x107  6.00x107  1.01x10°  LI8x107  L63x107  9.83x10°  229x10°  128x107  227x107  5.62x10°  4.61x10°
263 2-Acetyl-3-methylpyrazine 1.53x10°  148x10°  1.67x10°  1.84x10°  1.86x10°  1.59x10°  1.54x10°  1.85x10°  3.07x107  354x107  1.94x107  9.72x10°  252x107  247x107 141107  1.10x107
264 2-Isobutyl-3-methylpyrazine 1716107 201x107  182x107  252x107  1.34x107  1.42x10°7  1.06x107  2.60x107  125%107  1.85%107  8.92x10°  521x10°  1.12x107  1.04x107  459x10°  6.36x10°
265 dihyiﬁ;ix::z;g;ame 758x107  7.22x107  651x107  7.I8x107  6.66x107  8.22x107  523x107  6.66x107  2.15x107  276x107  127x107  643x10°  1.99x107  1.89x107  9.28x10°  7.26x10°
266 Z'Methyl'f"((li'sir;gre;‘yl)pyrazme 217x10°  266x10°  222x10°  4.46x10°  2.00x10°  238x10°  1.62x10°  523x10°  2.40x10°  2.92x10°  1.71x10°  9.11x10°  198x10°  1.29x10°  7.55x10°  6.94x10°
267 2,3-Diethyl-5-methylpyrazine 840<107  9.16x107  754x107  3.97x107  465x107  7.75}107  6.85x107  222x107  5.95x107 840107 3.69x107  253x107  7.61x107  637x107  3.26x107  4.33x107
268 2-Methyl-6-(1-propenyl)pyrazine (isomer) ~ 337107 316x107  3.12x107  434<107 298107  310x107 219107  3.69x107 211107 22107 115x107  571x10°  144x107  152x107  8.22x10°  6.92x10°
269 2-Acetyl-3-ethylpyrazine L44x107  146x107  171x107  2.09x107  137x107  148x107  1.05x107  1.95x107  141x107  1.64x107  121x107  3.63x10°  128x107  1.06x107  4.83x10°  7.01x10°
270 2-Isoamylpyrazine 410x10°  428x105  4.09x10°  5.83x10°  3.25x10°  3.73x105  2.60x10°  5.96x10°  4.73x10°  547x10°  255x105  2.22x105  3.84x10°  9.07x10°  1.07x10°  1.41x106
271 2-Isobutyl-3-methoxypyrazine 243x10°  101x107  850x10°  7.09x10°  4.83x10°  1.04x107  143x107  7.32x105  3.07x10° 120107  6.56x10°  261x10°  5.15x<10°  9.44x10°  8.75x10°  2.47x10°
272 2-Butyl-3-methylpyrazine 125x10°  1.30x10°  9.24x10°  153x10°  1.02x10°  1.06x10°  7.68x10°  138x10°  134x106  1.30x10°  6.84x10°  3.22x10°  9.53x10°  7.12x10°  3.53x10°  3.65x10°
273 2,5-Dimethyl-3-isobutylpyrazine 504x10°  721x10°  6.15x105  9.72x10°  4.94x10°  4.72x10°  3.61x10°  1.05x107  6.06x10°  8.02x10°  3.88x10°  142x10°  5.84x10°  3.83x10°  199x10°  2.89x10°
274 1-Methylpyrrolo(1,2-a)pyrazine 128107 130x107  129x107  171x107  L17x107  117x107  1.06x107  153x107  634x106  7.01x10°  3.52x10°  1.64x10°  5.18x10°  534x10°  3.02x10°  1.85x10°
275 6,7-Dihydro-2,5-dimethyl-5H- 128107 213107 202x107  272x107  1.89x107  1.83x107 138107  254x107  7.67x105  7.11x105  445x<105  1.57x10°  7.40x10°  6.43x105  2.88x10°  2.33x10°
cyclopentapyrazine
276 2,5-Diethyl-3,6-dimethylpyrazine 553x106  745x10°  6.95x105  9.70<10°  5.88x10°  574x105  4.09x10°  9.89x105  6.12x10°  8.06x10°  4.35x105  2.89x10°  5.22x105  4.48x10°  2.37x10°  3.04x10¢
277 2-Methyl-6-isopentylpyrazine 144x107 153107 139x107  225x107  LI3x107  1.10x107  8.44x10°  235x107  1.83x107  1.83x107  LO7x107  7.31x10°  1.14x107  9.66x105  5.20x10°  7.20x10°
278 2,6-Dimethyl-3(2-methyl-1-butyl)pyrazine ~ 692x10°  977x10°  8.26x10°  141x10° 622105  6.37x10°  452x10°  142<10°  1.00x10°  142x10°  644x10°  434x10°  822x10°  6.68x10° 278105  4.63x10°
279 2,5-Dimethyl-3-isoamylpyrazine 530x10°  834x10°  6.87x105  120x107  5.74x10°  540x10°  429x10°  1.19x107  7.15x<10°  6.67x10°  3.50x10°  3.88x10°  477x105  3.05x10°  1.69x10°  3.45x10°
280 2,3-Dimethyl-5-isopentylpyrazine L03x10°  848x10°  8.74x10°  1.82x10°  8.99x10°  7.45x10°  8.76x10°  146x10°  1.89x10°  1.42x105  576x10°  4.32x10°  531x10°  539x10°  3.62x10°  2.79x10°
o 575<10°  626x10°  6A7x10°  599x10°  477x10°  7.51x10°  419x10°  5.11x10°  657x10°  7.77x10°  331x10°  234x10°  6.12x10°  626x10°  423x10°  2.75x10°
(22.9) (22.0) @36.1) (18.3) 412) (11.0) (44.4) (40.1) a7.1) ©.7) (46.8) (102) (162) (11.0) (20.0) 8.5)
281 Pyridine 433x10°  472x10°  470<10°  432¢10°  3.48x10°  5.82x10°  278x10°  3.84x10°  625x10°  7.43x10°  317x10°  225x10°  5.79x10°  6.02x10°  410x10°  2.68x10°
282 2-Methylpyridine 285<107  3.08x107  3.02x107  2.93x107  L69x107  3.27x107  237x107  1.94x107  527x10°  2.14x10°  9.72x10°  7.89x10°  2.05x10°  1.80x105  7.20x10°  5.24x10°
283 2,6-Dimethylpyridine 383x10°  4.63x10°  493x105  525x<10°  296x10°  654x10°  511x10°  4.2210° nd. nd. nd. nd. nd. nd. nd. nd.
284 2-Ethylpyridine 6.72x10°  646x10°  657x105  6.63x10°  3.77x10°  7.18x10°  5.65x10°  4.66x105  2.22x10°  3.10<10°  8.90x10°  7.38x10°  2.37x10°  2.37x10°  122x10°  7.25x10°
285 3-Ethylpyridine 515x107  554x107  442x107  577x107  432x107  5.67x107  5.05x107  451x107  7.30x10°  7.96x10°  199x10°  2.69x10°  124x107  5.60<10°  147x10°  1.54x10°
286 3-Vinylpyridine 951x10°  254x10°  3.09x105  2.39x10°  2.45x<10°  1.67x10°  1.13x10°  1.85x105  2.94x10°  2.17x10°  7.18x10°  390x10°  122x105  7.75x<10°  4.22x10¢  2.75x10°
287 2-Acetylpyridine 420x107  3.98x107  434x107  488x107  423x107  493x107  433x107  3.85x107  LO7x107  146x107  7.99x105  3.43x10°  120<107  1.06x107  7.69x10°  3.59x106
288 Methyl 3-pyridinecarboxylate 819x10°  132x107  129x107  151x107 158107  136x107  1.04x107  123x107  2.13x10°  3.59x10°  128x10°  298x10°  2.11x105  2.30x10°  1.46x10°  538x10°
289 2-Pentylpyridine 120106 11710°  1.00x10°  171x105  2.18x105  1.67x10°  6.00x10°  151x10°  9.64x10°  7.27x105  2.91x10°  2.90x10°  1.17x10°  7.24x10°  1.40x10°  3.30x10°




290

291

292

293

294

295

296

297

298

299

300

1-Methylpyrrole
Pyrrole
1-Ethylpyrrole
2,5-Dimethylpyrrole
2-Ethyl-4-methylpyrrole
1-Acetylpyrrole
3-Ethyl-2,4-dimethylpyrrole
1-Methyl-2-formylpyrrole
1-Ethyl-2-formylpyrrole
2-Acetyl-1-methylpyrrole

2-Acetylpyrrole

4.38x107

3.70x107

1.14x107

7.71x10°

4.42x10°

3.35x10°

1.35x107

2.89x10°

8.15x107

1.60x108

2.09x10%

6.33x107

7.56x107

2.23x107

1.93x10”

5.56x10°

3.52x10°

1.60x10”

2.36x10°

7.12x107

1.53x10%

1.97x10%

6.77x107

6.13x107

2.11x107

1.59x107

3.99x10°

2.93x10°

1.49x107

2.83x10°

5.97x107

1.57x108

2.17x108

4.10x107

7.65x107

1.32x107

1.20x10”

3.63x10°

3.26x10°

1.43x107

3.00x10%

7.21x107

1.31x10%

2.36x10°

1.24x107

8.29x10°

3.72x10°

1.44x10°

9.66x10°

2.49x10°

5.52x10°

2.75x10%

4.66x107

1.60x108

3.07x10°

5.81x107

4.98x107

1.90x107

1.36x10”

3.15x10°

2.64x10°

1.31x107

3.21x10%

7.79x107

1.93x10%

2.45x10%

3.78x107

2.47x107

9.72x10°

5.53x10°

3.74x10°

2.87x10°

9.47x10°

3.01x10°

5.96x107

1.77x108

1.88x108

2.91x107

5.32x107

7.73x10°

6.16x10°

2.81x10°

3.05x10°

1.28x107

2.33x10%

5.37x107

1.21x108

2.01x10%

1.21x10%

1.67x108

6.17x107

3.30x107

6.49x10°

3.12x10°

1.35x107

2.64x10°

8.16x10”

1.32x108

3.61x107

2.12x108

1.45x10%

7.36x107

4.73x107

1.28x107

3.43x10°

2.32x107

1.98x10%

7.45x107

1.56x10%

3.55x107

1.04x10%

4.68x107

3.65x10”

1.33x107

5.20x10°

1.75x10°

1.17x107

1.46x10%

2.61x107

7.51x107

1.17x107

8.48x10”

5.37x107

2.44x107

1.31x107

4.38x10°

8.66x10°

8.62x10°

8.66x107

1.42x107

3.18x107

5.29x10°

1.33x10%

7.08x107

6.17x107

2.44x107

8.99x10°

2.80x10°

1.62x107

1.89x10%

4.70x107

1.23x10%

2.29x107

1.31x10%

7.80x10”

5.45x107

2.27x107

4.51x10¢

2.61x10°

1.53x107

1.89x108

6.00x10”

1.37x108

2.40x107

1.07x10%

4.15x107

2.55x107

1.57x107

4.39x10°

1.49x10°

8.31x10°

1.56x10%

3.46x107

8.62x107

1.83x107

5.87x107

4.73x107

1.46x107

7.86x10°

2.78x10°

1.01x10°

6.23x10°

9.13x10”

1.78x107

3.53x10”

1.01x107

301

302

303

304

305

306

307

308

309

310

311

312

Dimethyl disulfide
Methylthio-2-propanone
2-Furylmethylsulfide
2-Furfurylthiol
3-(Methylthio)propanal (Methional)
1-(Methylthio)-2-butanone
Dimethyl trisulfide
3-Mercapto-3-methyl-1-butanol
2-Furfuryl methyl sulfide
3-Mercapto-3-methylbutyl formate
3-Mercapto-3-methylbutyl acetate

Furfuryl methyl disulfide

8.61x10°

4.78x10°

1.87x10°

2.16x10°

1.66x10°

2.16x10°

1.00x10°

2.16x10°

9.20x10”

2.13x10¢

3.86x10°

3.54x107

1.60x10”

1.06x10°

3.36x10°

1.38x10°

6.88x10°

6.68x10°

4.22x10°

7.34x10°

1.06x10%

3.29x10°

1.53x10°

2.31x107

1.91x107

1.27x10°

5.64x10°

1.57x10°

7.37x10°

7.58x10°

3.71x10°

8.87x10°

9.55x10”

3.86x10°

4.81x10°

2.13x107

6.47x10°

1.04x10°

2.94x10°

9.52x10°

7.46x10°

6.99x10°

6.97x10°

7.04x10°

7.41x107

3.12x10°

4.49x10°

2.51x107

1.54x10°

3.29x10*

1.59x10*

1.33x10°

7.13x10°

7.57x10*

4.27x10°

1.52x10°

2.07x10”

1.95x10°

2.74x10°

1.81x107

1.63x10”

1.22x10°

3.21x10°

6.76x10°

8.24x10°

6.50x10°

3.60x10°

1.39x107

1.17x10%

5.70x10°

7.96x10°

2.23x107

6.92x10°

4.76x10°

2.54x10°

1.72x10°

1.74x10°

2.69x10°

8.68x10°

4.84x10°

6.11x107

3.47x10°

3.23x10°

1.83x107

4.77x10°

3.51x10°

1.56x10°

1.59x10°

1.04x10°

1.08x10°

7.34x10°

2.13x10°

6.12x107

1.44x10°

4.57x10°

2.19x107

6.03x107

1.42x10°

1.24x10°

5.69x10°

8.45x10°

8.47x10°

1.52x107

4.49x10°

2.00x108

5.34x10°

1.10x107

6.88x107

6.61x107

9.60x10°

1.81x10°

1.08x107

8.50x10°

8.51x10°

3.69x107

4.90x10°

2.48x108

7.01x10°

9.89x10°

5.46x107

3.01x107

4.27x10°

7.28x10°

1.93x10°

1.73x10°

2.78x10°

1.79x107

9.67x10°

1.23x10%

2.84x10°

2.23x10°

2.60x10”

3.17x107

3.58x10°

4.75x10°

2.77x10°

2.33x10°

2.33x10°

8.47x10°

7.87x10°

1.29x108

1.88x10°

1.93x10°

2.06x107

4.92x107

7.28x10°

1.13x10°

3.86x10°

6.25x10°

6.11x10°

2.40x107

3.46x10°

2.00x108

6.11x10°

9.22x10°

3.39x107

4.77x107

7.33x10°

1.11x10°

5.67x10°

7.24x10°

5.98x10°

2.01x107

5.06x10°

1.96x10%

9.42x10°

9.03x10°

3.55x107

2.30x107

3.71x10°

5.04x10°

3.01x10°

4.40x10°

2.50x10°

8.32x10°

2.61x10°

1.45x108

5.38x10°

6.54x10°

1.79x107

1.83x107

2.08x10°

3.14x10°

1.08x10°

1.55x10°

2.11x10°

5.66x10°

4.40x10°

9.23x107

1.47x10°

1.15x10°

1.38x107

Monoterpenes

313

a-Pinene

3.65x10°

5.82x10°

4.40x10°

4.23x10°

4.05x10°

7.60x10°

6.29x10°

2.78x10°

3.83x10°

7.88x10°

6.39x10°

3.19x10°

7.66x10°

8.92x10°

4.36x10°

1.77x10°



314 [-Pinene 1.87x10° 2.23x10° 9.72x10° 1.14x10° 1.51x10° 2.09x10° 1.44x10° 9.36x10° 2.51x10° 4.92x10° 3.31x10° 3.01x10° 7.31x10° 9.21x10° 5.59x10° 1.76x10°
315 2,6-Dimethyl-2,6-octadiene (isomer) 9.35x10° 5.46x10° 7.16x10° 3.99x10° 2.81x10° 9.56x10° 9.14x10° 3.49x10° 5.32x10* 5.80x10° 4.99x10° 1.90x10° 6.69x10° 8.92x10° 5.36x10° 1.06x10°
316 [-Myrcene 4.02x10° 2.13x107 2.83x107 1.91x107 1.38x107 4.19x107 3.75x107 1.48x107 2.35x10° 2.95x10° 2.15x10° 1.24x10° 3.95x10° 4.92x10° 3.17x10° 8.27x10°
317 2,6-Dimethyl-2,6-octadiene (isomer) 1.66x10° 1.13x107 1.53x107 9.34x10° 6.85x10° 2.09x107 1.91x107 7.61x10° 3.16x10* 5.37x10° 1.00x10° 4.32x10° 1.39x10° 2.14x10° 1.28x10° 3.02x10°
318 a-Phellandrene 4.75x10° 1.62x10° 1.90x10° 2.98x10° 1.27x10° 3.07x10° 2.57x10° 1.32x10° 1.67x10° 1.15x10° 1.61x10° 1.82x10° 3.45x10° 4.82x10° 3.07x10° 7.23x10*
319 a-Terpinene 9.37x10° 2.91x10° 3.66x10° 3.72x10° 1.59x10° 4.83x10° 4.83x10° 2.33x10° 1.36x10° 4.91x10° 4.82x10° 2.05x10° 6.42x10° 6.36x10° 4.48x10° 7.51x10*
320 p-Cymene 3.98x10° 7.02x10° 6.20x10° 7.79x10° 3.59x10° 4.40x10° 2.80x10° 7.41x10° 1.20x10° 2.53x10° 1.69x10° 1.63x10° 3.11x10° 2.34x10° 1.51x10° 1.46x10°
321 Limonene 2.10x10” 3.02x107 3.56x107 3.06x107 2.59x107 4.16x107 3.93x107 2.48x107 2.16x10° 4.70x10° 7.56x10° 6.02x10° 1.30x107 1.40x107 1.12x107 6.06x10°
322 [-Ocimene (isomer) 1.33x10° 2.73x10° 3.42x10° 3.16x10° 2.96x10° 4.22x10° 4.75x10° 2.45x10° 6.97x10* 3.85x10° 3.00x10° 1.41x10° 4.63x10° 5.07x10° 3.93x10° 7.84x10*
323 [-Ocimene (isomer) 3.52x10° 1.52x107 2.02x107 1.37x107 1.46x107 2.84x107 2.76x107 1.18x107 3.97x10° 2.55x10° 2.18x10° 9.79x10° 3.21x10° 3.77x10° 2.60x10° 6.80x10°
324 y-Terpinene 8.63x10° 2.35x10° 2.94x10° 2.35x10° 2.17x10° 3.86x10° 3.79x10° 2.07x10° 7.37x10* 3.11x10° 4.45x10° 2.83x10° 8.63x10° 9.93x10° 7.29x10° 3.17x10°
325 a-Terpinolene 2.69x10° 6.84x10° 9.12x10° 6.83x10° 6.97x10° 1.41x107 1.39x107 6.23x10° 6.29x10° 1.91x10° 1.57x10° 7.15x10° 2.14x10° 2.74x10° 1.92x10° 5.22x10°
326 p-Cymenene 5.63x10° 7.71x10° 6.20x10° 7.87x10° 6.04x10° 6.93x10° 1.91x10° 6.66x10° 3.00x10° 3.46x10° 4.19x10° 1.50x10° 3.40x10° 2.92x10° 1.66x10° 1.27x10°
327 Cosmene 6.05x10° 1.05x10° 1.63x10° 1.35x10° 1.34x10° 1.18x10° 1.19x108 1.43x10° 1.37x10° 5.46x10° 2.48x10° 2.22x10° 5.24x10° 3.17x10° 2.21x10° 1.52x10°
328 Allo-ocimene 8.44x10° 3.99x10° 4.75x10° 3.33x10° 3.87x10° 8.41x10° 7.05x10° 3.35x10° 2.93x10° 6.81x10° 6.66x10° 3.05x10° 1.03x10° 1.25x10° 8.88x10° 2.36x10°
Monoterpenoids
329 Linalool oxide (isomer) 1.28x107 2.39x107 3.56x107 2.48x107 3.04x107 5.22x107 4.91x107 2.35x107 4.68x10° 1.54x107 1.22x107 3.54x10° 1.44x107 2.12x107 1.59x107 4.01x10°
330 Linalool oxide (isomer) 7.23x10° 1.44x107 2.37x107 2.93x107 1.76x107 3.23x107 3.06x107 1.39x107 2.13x10° 4.79x10° 6.67x10° 2.40x10° 4.82x10° 8.04x10° 7.72x10° 4.89x10°
331 Linalool 5.38x10° 1.20x107 2.52x107 1.46x107 2.52x107 3.37x107 3.61x107 1.60x107 1.31x10° 1.96x107 1.97x107 7.43x10° 2.57x107 3.12x107 2.42x107 1.55x10°
332 a-Terpineol 1.20x10° 1.55x10° 2.47x10° 2.40x10° 3.84x10° 4.63x10° 4.84x10° 2.10x10° 2.54x10° 2.97x10° 3.32x10° 9.96x10° 1.04x107 4.98x10° 3.76x10° 8.75x10°
333 Safranal 7.60x10° 8.93x10° 6.50x10° 5.60x10° 5.66x10° 5.64x10° 6.73x10° 1.08x10° 1.42x10° 1.33x10° 6.57x10° 3.90x10° 9.61x10° 1.03x10° 6.41x10° 3.15x10°
334 p-Menth-1-en-9-al 3.69x10° 4.96x10° 6.51x10° 5.44x10° 6.90x10° 1.02x10” 1.13x107 5.04x10° 6.10x10° 7.37x10° 6.03x10° 2.86x10° 9.05x10° 1.21x107 8.07x10° 2.10x10°
Sesquiterpenes

335 a-Cubebene 6.73x10* 6.38x10* 6.61x10* 1.33x10° 7.09x10* 1.00x10° 4.27x10* 8.70x10* 9.76x10* 1.89x10° 1.11x10° 3.50x10* 1.61x10° 1.08x10° 7.22x10* 2.47x10°
336 a-Copaene 1.08x10° 1.36x10° 1.50x10° 1.66x10° 1.50x10° 1.60x10° 7.80x10° 1.53x10° n.d. n.d. n.d. nd. nd. n.d. nd. n.d.

337 Longifolene 2.03x10° 2.51x10° 3.09x10° 1.59x10° 3.32x10° 1.67x10° 3.73x10° 2.78x10° 2.14x10° 1.00x10° 6.66x10° 1.17x10° 5.85x10° 5.35x10° 2.04x10° 3.54x10°
338 -Caryophyllene 3.46x10° 1.90x10° 5.68x10° 2.48x10° 2.98x10° 2.02x10° 3.73x10° 1.50x10° 1.62x10° 8.68x10° 2.17x10° 5.30x10* 2.09x10° 3.00x10° 1.55x10° 2.00x10°
339 a-Humulene 2.18x10° 2.15x10° 1.97x10° 2.01x10° 2.03x10° 2.15x10° 1.91x10° 2.13x10° 1.33x10° 1.12x10° 1.29x10° 4.04x10* 1.16x10° 7.72x10* 3.99x10* 4.31x10°
340 a-Muurolene 9.60x10* 7.01x10* 6.34x10* 5.27x10* 5.50x10* 6.61x10* 3.63x10* 6.23x10* 9.45x10* 4.92x10* 6.46x10* 9.26x10° 5.90x10* 4.53x10* 6.27x10* 4.69x10*



341 d-Cadinene 5.69x10° 7.85x10° 5.83x10° 1.03x10° 4.64x10° 2.00x10° 5.79x10* 8.85x10° 1.92x10° 9.36x10* 1.10x10° 9.41x10* 9.30x10* 2.15x10* 1.00x10* 1.47x10°

342 Vitispirane (C13) 676x10°  149x10°  150x10°  1.78x10°  8.84x10°  1.03x10°  9.48x10°  1.79x105  6.05x10°  7.18x10°  500x10°  372x10°  8.66x10°  3.33x10°  9.93x10°  3.84x10°
343 Theaspirane (C) 155x10°  2.52x10°  1.92x10°  2.94x105  1.59x10°  1.19x10°  570<10°  3.34x10°  3.17x10°  254x105  1.17x10°  1.10x10°  140x10°  1.06x10°  2.66x10°  1.05x10°
344 1'2'Dihydr°'1'(1T']63';i)n(‘g;ylmphthale“e 650x10°  9.07x10°  8.86x10°  1.07x10°  8.62x10°  9.82x10°  9.76x10°  1.13x10°  578x10°  6.28x10°  3.89x10°  2.01x10°  4.38x10°  4.31x10°  2.53x105  1.70x10°
345 p-Damascenone (Cr3) 583x10°  7.89x10°  7.13x105  925x10°  7.39x10°  637x10°  552x10°  8.36x105  9.44x10°  1.12x107  5.80x10°  396x10°  7.93x105  628x10°  3.63x10°  3.40x105
346 a-Tonone (Cis) 674x100  766x10°  A7IxI0*  834x104  540x10°  6.66x10°  631x10¢  7.39x10°  114x105  1.19x10°  4.66x10° 355104  525%10°  565x10¢  378x10°  2.46x10%
347 Geranyl acetone (Cr;) 113x105  251x10°  7.05x10°  242x105  478x10°  334x10°  528x10°  212x10°  1.30x105  165x10°  145x10°  6.45x105  156x10°  1.50x105  696x10°  4.13x10°
I e T o AT T T e
348 Thiazole 751x10°  978x10°  9.78x105  9.89x10°  3.69x10°  7.95x10°  6.17x10°  7.77x105  8.42x10°  5.62x10°  4.23x10°  2.07x10°  6.44x105  5.79x<10°  3.39x10°  2.15x10°
349 2-Methylthiazole 208<10°  2.82x10°  2.94x105  297x10°  1.01x105  240x10°  1.63x10°  2.01x105  328x10°  326x10°  145x<10°  1.08x10°  2.90x105  2.88x10°  122x105  1.00x10¢
350 4-Methylthiazole 1.64x107 280107  2.80x107  2.95%<107  1.03x107  2.18x107  1.86x107  2.03x107  243x107 339107  149x107  8.07x105  247x107  2.10x107  1.07x10°7  9.4810°
351 5-Methylthiazole 202¢10°  696x10°  7.02x105  754x10°  121x10°  3.03x10°  222x10°  3.31x105  127x10°  176x10°  5.67x10°  424x10°  9.52x105  7.96x10°  254x10°  4.31x10°
352 2,4-Dimethylthiazole 857x106  121x107  1.08x107 123107  374x10°  7.95x105  587x10°  9.29x105  831x10°  141x107  593x105  334x10°  9.51x105  827x10°  337x10°  3.65x10¢
353 2,5-Dimethylthiazole 450x10°  7.61x10°  4.68<10°  576x10°  3.91x10°  529x10°  3.07x10°  5.68x<10°  4.86x10°  6.79x10°  3.06x105  1.88x10°  4.64x10°  5.60x10°  197x10°  1.59x10¢
354 4,5-Dimethylthiazole 520x10°  6.17x10°  6.00x<10°  6.87x10°  2.92x10°  455x10°  3.58x10°  579x10°  5.67x10°  853x10°  3.78x105  1.92x106  573x10°  533x10°  223x10°  2.00x106
355 5-Ethylthiazole 307x10°  370x10°  3.81x105  430x10°  2.06x10°  2.94x10°  241x10°  3.39x105  5.14x10°  6.54x10°  3.16x10°  1.68x10°  479x105  441x10°  2.15x10°  1.75x10°
356 2-Ethyl-4-methylthiazole 3.92x10°  452x10°  3.77x105  535x10°  227x10°  3.32x10°  2.58x10°  438x105  2.81x10°  6.11x10°  2.22x10°  1.68x10°  3.88x105  2.64x10°  124x10°  1.82x10°
357 4-Propylthiazole 203x10°  922x10°  243x10°  5.61x10°  1.03x10°  5.84x10°  361x10°  6.09x10°  641x10°  6.17x10°  4.14x10°  198x10°  623x10°  5.11x10°  1.93x10°  2.30x10°
358 5-Ethyl-2-methylthiazole 411x10°  554x105  2.54x10°  1.06x107  210x10°  3.04x10°  1.33x10°  3.91x10°  4.43x10°  6.94x10°  295x10°  2.17x105  3.90x10°  3.81x10°  1.82x10°  1.99x106
359 2-Isopropyl-4-methylthiazole 9.86x10°  130x10°  1.10x105  1.66x10°  5.14x10°  6.09x10°  5.05x10°  174x105  5.67x10° 120106  6.87x10°  3.07x10°  7.94x10°  6.57x10°  2.55x10°  4.19x10°
360 5-Ethyl-4-methylthiazole 642x10°  501x10°  130x10°  136x107  322x10°  144x10°  258x10°  6.63x105  9.88x10°  1.34x107  508x10°  336x10°  8.99x105  126x107  4.60x10°  3.71x10°
361 2-Acetylthiazole 191107 2.02x107  2.02x107  235%107  159x107  1.93x107 183107  187x107  154x107  1.77x107  8.33x<10°  3.87x10°  135x107  136x107  7.93x10°  4.29x10°
362 4-Ethyl-2,5-dimethylthiazole 7005105 108x10°  675%10°  1.01x10°  454x10°  629x105  559x10°  9.69x10°  6.71x105  1.01x10°  539x10°  267x10°  7.43%105  7.06x10°  3.10x10°  3.10x10°
363 5-Ethyl-2,4-dimethylthiazole 696x106  217x107  374x105  6.63¥10°  394x10°  4.01x105  259x10°  5.69x105  3.75x10°  3.85x10°  193x105  120x10°  347x105  319x10°  8.62x10°  8.57x10°
364 2-Acetyl-4-methylthiazole 173107 2.66x107  2.67x107  379x107  2.06x107 210107  172x107  327x107  1.06x107  1.89x107  8.99x10°  4.61x10°  117x107  1.12x107  5.30x10°  5.34x10°
365 2-Propanoyl-thiazole 519x10°  529x10°  552x105  6.33x10°  5.38x10°  535x10°  556x10°  5.77x105  3.25x<10°  3.66x10°  2.00x10°  859x10°  3.68x105  3.13x10°  1.84x10°  1.05x10°

366 Benzothiazole n.d. n.d. n.d. n.d. n.d. n.d. n.d. n.d. 4.12x10° 3.13x10° 1.49x10° 7.74x10° 2.31x10° 2.51x10° 1.39x10° 4.24x10°




2.07x108 2.48x10° 2.40x108 2.33x108 1.63x10% 2.18x10° 1.91x10% 1.86x10° 3.35x108 3.44x108 1.72x10% 1.13x10% 2.69x10° 2.55x10% 1.41x10% 8.21x107

Tiophene compounds (14.6) 25) ©.8) (34) (10.5) 94) ®7) ©.8) 43) 7.5) (21.8) (26.7) (15.3) (15.3) (22.8) @1
367 Thiophene 5A7TXI0C 6.96x10°  8.02x10°  2.84x10°  541x105  691x10°  376x10°  223x10° 498107 397107 206x107  226x107  334x107  296x107 1254107  125x10°
368 2-Methylthiophene 950<10°  150x107  1.62x107  7.83x10°  213x10°  152x107  667x10°  359x10° 422107 347107 220x107  191x107  3.93x107  282x107  136x107  7.83x10°
369 3-Methylthiophene 24910°  3.98x10°  3.92x10°  230x10°  558x10°  331x10°  243x10°  138<10°  131x107  204x107  8.93x10°  3.81x10°  878x10°  716x10°  3.04x10°  2.26x10°
370 2-Ethylthiophene 131x10°  1.85x10°  1.88x10°  144x10°  3.91x10°  156x10°  110x10°  7.60x10°  177x10°  157%10°  L11x10°  8.97x10°  250x10°  231x10°  7.86x10°  6.00x10°
371 2,5-Dimethylthiophene 1.88x10° 1.90x10° 1.87x10° 1.99x10° 1.58x10° 2.25x10° 1.58x10° 1.71x10° 1.16x10° 1.76x10° 1.09x108 9.24x10° 2.06x10° 1.49x106 8.38x10° 4.81x10°
372 2,4-Dimethylthiophene 1.93x10° 3.52x10° 3.13x10° 2.70x10° 8.15x10° 2.88x10° 2.08x10° 1.54x10° 3.01x10° 5.25x10° 2.33x10° 1.92x10° 4.09x10° 4.56x10° 1.54x10° 1.10x10¢
373 2,3-Dimethylthiophene L67x10°  156x10°  1.64x10°  124x10°  434x10°  154x10°  1.02x10°  7.80x10°  2.67x10°  3.14x10°  1.81x10°  1.65%10°  3.26x10°  248x10°  114x10°  6.85x10°
374 2-Vinylthiophene 5.69x10°  650x10°  5.94x10°  548x10°  175x10°  433x10°  333x10°  438<10° 10107 147107  7.23x10°  530x10°  108x107  896x10°  517x10°  3.88x10¢
375 3-Methoxythiophene 150<10°  127%10°  L14x10°  1.03x10°  3.93x10¢  7.15%10*  666x10*  115x10°  618<10°  7.0910°  2.62x10°  1.30x10°  3.66x105  2.99x10°  1.19x10°  120x10°
376 3-Thiophanone BAT10°  557x10°  674x10°  5.83x10°  679x10°  643x10°  253x10°  275x10°  426<10°  416x10°  140x10°  1.52x10°  272x10°  243x10°  113x10°  126x10¢
377 2-Isopropylthiophene 6.18<10°  6.39x10°  5.90x10°  5.63x10°  226x10°  527x10°  418<10°  458<10°  2.85x10°  455¢10°  2.63x10°  2.03x10°  482x10°  429x10°  208x10°  138x10¢
378 2,3 4-Trimethylthiophene 849%10°  9.85x10°  100x10°  855<10°  3.69x10°  9.18<10°  6.64x10°  553x10°  586x10°  786x10°  4.61x10°  207x10°  6.66x10°  544x10°  250<10°  9.73x10¢
379 Dihydro-2-methyl-3(2H)-thiophenone 1.71x107 2.78x107 2.79x107 2.72x107 6.77x10° 2.66x107 1.89x107 1.63x107 3.08x10” 3.53x107 1.50x107 1.09x107 2.71x107 3.06x10” 2.02x107 9.16x10°
380 3-Thiophenecarboxaldehyde 1.78x108 2.21x10° 2.63x10° 2.53x10° 2.16x10° 1.89x10° 2.00x10° 2.10x10° 1.86x10° 2.28x10° 9.64x10° 4.80x10° 1.91x10° 1.55x10° 9.97x10° 2.89x10°
381 Dihydro-2(3H)-thiophenone 924x10°  7.76x10°  7.53x10°  6.97x10°  520x10°  831x10°  7.12x10°  659x10°  548<10°  549x10°  281x10°  179x10°  354x10°  409x10°  210x10°  1.81x10¢
382 2-Thiophenecarboxaldehyde 500107 529x107  585x107  5.80x107  583x107  520x107  571x107  440<107  7.15<107 6426107 3.06x107  153x107  509x107  525x107 312107  157x107
383 3-Methyl-2-thiophenecarboxaldehyde  110x107 120107 127%107 138107 1026107 1.05x107  1.03x107  9.29x10°  154x107  199x107  1.04x107  464<10°  149x107  140x107  8.13x10° 469106
384 3-Acetylthiophene 28107 167107 209x107  3.02x107  183x107  192x107 218107 224107 142107 169107 837x10°  3.64x10°  134x107  124x107  855x10°  3.64x10°
385 2-Acetylthiophene 2896107 426x107  332x107 321107 329x107 287107 251x107  3.62¢107  331x107  331x107  208<107  858x10°  272<07  256x107  131x107  9.32x10°
386 2,5-Diethylthiophene 271%10°  320x10°  282x10°  2.80<10°  196x10°  2.99x10°  254x10°  274x10°  125x10°  155x10°  116x10°  596x10°  150x10°  135x10°  8.18<10°  5.44x10°
387 Methyl-2-thiophene carboxylate 2.30x10° 2.33x10° 2.18x10° 2.48x10° 1.75x10° 2.07x10° 1.89x10° 2.53x10° 3.07x10° 4.27x10° 2.27x10° 9.24x10° 2.78x10° 3.73x10° 1.48x10°¢ 9.66x10°
388 5-Methyl-2-thiophenecarboxaldehyde ~ 7.81x10°  7.44x10°  7.96<10°  852¢10°  7.30x10°  6.91x10°  691x10°  7.45x10°  103x107  103x107  556<10°  205<10°  7.07x10°  6.39x10°  3.46x10°  2.23x10°
389 2-Pentylthiophene 140106 920<10°  1.09x10°  149x10°  120x10°  125x10°  7.20x10°  106x10°  351x10°  348x10°  3.36x10°  211x10°  3.76x10°  240x10°  938x10'  130x10°
390 2-Propionylthiophene 630<10°  178x107  580x10°  831x10°  622x10°  7.A8x10°  717x10° 10807 151107 185107  3.55x10°  428x10°  507x10°  101x107  879x10°  139x10¢

The designations Dec, 1-6, and Sup refer to each blend type under study: Blend Dec - decaffeinated coffee blend, blends with labelled intensities (Blend 1 — intensity 5, Blend 2 — intensity 9, Blend
3 — intensity 10), selected origin blends (Blend 4 — Jamaica, Blend 5 — Tanzania, Blend 6 — Ethiopia), and Blend Sup — blend supplemented with natural extracts of ginseng and guarana. The
GC x GC peak areas were given in arbitrary units. For the chemical families the RSD (relative standard deviation, %) is also shown. n.d. - not detected in the conditions used.



